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ORGAN ICS ANALYSIS DATA SHEET 
( PAGE 1 ) 

Laboratory Name:NANCO LABORATORY INC 
Lab Sample ID No:>P3295 
Sample Matrix: WATER 
Data Release Authorized By 

y V VOLATILE 

(Low\ 

Case No: N.J. D.E.P. 
QC Report No: 008, 009 
Contract No: N/A 
Date Sample Received: 9/19/86 

COMPOUNDS 

SAMPLE NUMBER 

SW-2 

000158 
Concentration: ( Low\ Medium 
Date Extracted/Prepare&T 09/23/86 
Date Analyzed: 09/23/86 
Conc/Dil Factor: 1 pH: 
Percent Moisture: N/A 

(Circle One) 

7.1 

CAS 
Number 

f ug/l) or ug/Kg 
^"fCircle One ) 

CAS 
Number 

ug/l] or ug/Kg 
irele One ) 

|74-87-3 Chloromethane | 10.0 U | | 79-34-5 | 1,1,2,2-Tetrachloroethane | 5.0 U | 

|74-83-9 Bromomethane | 10.0 U | | 78-87-5 | 1,2-Dichloropropane | 5.0 U | 

|75-01-4 Vinyl Chloride | 10.0 U | | 10061-02-6| Trans-1,3-Dichloropropene | 5.0 u I 
|75-00-3 Chloroethane | 10.0 U | | 79-01-6 | Trichloroethene | 5.0 U | 

|75-09-2 Methylene Chloride | 3.6 J | | 124-48-1 | Dibromochloromethane | 5.0 U | 

|67-64-1 ACETONE | 10.0 U | | 79-00-5 | 1,1,2-Trichloroethane | 5.0 U | 

|75-15-0 Carbon Disulfide | 5.0 U | | 71-43-2 | Benzene | 5.0 u I 
|75-35-4 1,1-Dichloroethene | 5.0 U | | 10061-01-5| cis-1,3-Dichloropropene 1 5-° U | 
|75-34-3 1,1-Dichloroethane | 5.0 U | | 110-75-8 | 2-Chloroethylvinylether | 10.0 U | 

|156-60-5 Trans-1,2-D i chloroethene | 5.0 U | | 75-25-2 | Bromoform | 5.0 U | 

|67-66-3 Chloroform | 5.0 U | | 591-78-6 | 2-Hexanone | 10.0 U | 

|107-06-2 1,2-Dichloroethane | 5.0 u I | 108-10-1 | 4-Methyl-2-Pentanone | 10.0 U | 

|78-93-3 2-Butanone | 10.0 U | | 127-18-4 | Tetrachloroethene I 5-° u I 
|71-55-6 1,1,1-Trichloroethane | 5.0 U | | 108-88-3 | Toluene | 3.8 JB | 

|56-23-5 Carbon Tetrachloride | 5.0 U | | 108-90-7 | Chlorobenzene | 5.0 u I 
|108-05-4 Vinyl Acetate | 10.0 U | | 100-41-4 | Ethylbenzene I 5.0 U | 

|75-27-4 [Bromodichloromethane | 5.0 U | | 100-42-5 | Styrene j 5.0 u | 
I | Total Xylenes | 5.0 u | 

Data Reporting Qualifiers 
For reporting results to EPA, the following results qualifiers are used. 
Additional flags or footnotes explaining results are encouraged. However, the 
definition of each flag must be explicit. 

VALUE C 
If the result is a value greater than or equal to the detection This flag applies to pesticide parameters where the identification 
limit, report the value. has been confirmed by GC/MS Single component pesticides greater 
U than or equal to 10 ng/ul in the final extract should be confirmed 
Indicates compound was analyzed for but not detected. Report by GC/MS * 
the minimum detection limit for the sample with the U(e.g.10U B 
based on necessary concentration dilution actions. (This is not This flag is used when the analyte is found in the blank as well 
necessarily the instrument detection limit.) The footnote should as a sample. It indicates possible/probable blank contamination 
read U-Compound was analyzed for but not detected.The number is and warns the data user to take appropriate action, 
the minimum attainable detection limit for the sample. OTHER 
J Other specific flags and footnotes may be required to properly 
Indicates an estimated value.This flag is used either when define the results. If used, they must be fully described 
estimating a concentration for tentatively identified compounds and such description attached to the data summary report, 
where a 1 1 response is assumed or when the mass spectral data 
indicates the presence of a compound that meets the identification 
criteria but the result is less than the specified detection limit 
but greater than zero (e.g. 10J). 

FORM I 



ORGANIC ANALYSIS DATA SHEET 
( PAGE 2 ) 000159 

LABORATORY NAME: NANCO LABS. INC. SAMPLE NO. 
CASE NO: N.J.D.E.P. s u" 2 

SEMIVOLATILE COMPOUNDS 

CAS 
Number 

Concentration: /Low ) Medium 
Date Extracted/PrepaVe£Û /9/23/86 
Date Analyzed: 10/22/86 
Conc/Dil Factor: > 1 
Percent Moisture: N/A 

/ug/l )or ug/Kg 
Vt-ftircle One ) 

(Circle One) GPC Cleanup: Yes_ No 
Separatory Funnel Extraction: Yes 
Continuous Liquid - Liquid Extraction: Yes 

CAS 
Number 

/ ug/lA ug/l / or ug/Kg 
Vt-elrcle One ) 

62-75-9 | N-Nitrosodimethylamine | 10.0 U | | 83-32-9 | Acenaphthene | 10.0 U | 

108-95-2 | Phenol | 10.0 U | | 51-28-5 | 2,4-Dinitrophenol | 50.0 U | 

62-53-3 | Am"line | 10.0 U | | 100-02-7 | 4-Nitrophenol | 50.0 U | 

111-44-4 | bis(-2-Chloroethyl)Ether | 10.0 U j | 132-64-9 | Dibenzofuran | 10.0 U | 

95-57-8 | 2-Chlorophenol | 10.0 U | j 121-14-2 | 2,4-Dinitrotoluene | 13.0 | 

541-73-1 | 1,3-Dichlorobenzene | 10.0 U j | 606-20-2 | 2,6-Dinitrotoluene | 10.0 U | 

106-46-7 | 1,4-Dichlorobenzene | 10.0 U | | 84-66-2 | Diethylphthalate | 10.0 U | 

100-51-6 | Benzyl Alcohol | 10.0 U j | 7005-72-3 | 4-Chlorophenyl-phenylether | 10.0 U | 

95-50-1 | 1,2-Dichlorobenzene | . 10.0 U | 1 | 86-73-7 | Flubrene | 10.0 | 

95-48-7 | 2-Methylphenol | 10.0 U | | 100-01-6 | 4-Nitroaniline | 50.0 U | 

39638-32-9 | bis(2-chloroisopropyl)Ether | 10.0 U | | 534-52-1 | 4,6-Dinitro-2-Methylphenol | 50.0 U | 

106-44-5 | 4-Methylphenol | 10.0 u | | 86-30-6 | N-Nitrosodiphenylamine (1) | 53.0 | 

621-64-7 | N-Nitroso-Di-n-Propylamine | 10.0 U | | 101-55-3 | 4-Bromophenyl-phenylether | 10.0 U | 

67-72-1 | Hexachloroethane | 10.0 U | | 118-74-1 | Hexachlorobenzene | 10.0 U j 

98-95-3 | Nitrobenzene | 10.0 u I | 87-86-5 | Pentachlorophenol | 50.0 U | 

78-59-1 | Isophorone | 10.0 u j | 85-01-8 | Phenanthrene | 19.0 | 

88-75-5 | 2-Nitrophenol | 10.0 U | | 120-12-7 | Anthracene | 10.0 U | 

105-67-9 | 2,4-Dimethylphenol | 10.0 U | | 84-74-2 | Di-n-Butylphthalate | 10.0 U | 

65-85-0 | Benzoic Acid | 50.0 U | | 206-44-0 | Fluoranthene | 10.0 U | 

111-91-1 | bis(-2-Chloroethoxy)Methane | 10.0 U | | 92-87-5 | Benzidine | 80.0 U | 

120-83-2 | 2,4-Dichlorophenol | 10.0 u i | 129-00-0 | Pyrene | 10.0 U | 

120-82-1 | 1,2,4-Trichlorobenzene | 10.0 U | | 85-68-7 | Butylbenzylphthalate | 10.0 U | 

91-20-3 | Naphthalene | 3.3 J | | 91-94-1 | 3,3'-Dichlorobenzidine | 20.0 U | 

106-47-8 | 4-Chloroaniline | -15.0 | | 56-55-3 | Benzo(a)Anthracene | 10.0 U | 

87-68-3 | Hexachlorobutadiene | 10.0 U | | 117-81-7 | bis(2-Ethylhexyl)Phthalate | 77.0 B | 

59-50-7 | 4-Chloro-3-Methylphenol | 10.0 U | | 218-01-9 | Chrysene | 10.0 U | 

91-57-6 | 2-Methylnaphthalene | 24.0 ;| | 117-84-0 - .| Di-n-Octyl Phthalate | 65.0 | 

77-47-4 | Hexachlorocyclopentadiene | '. 10.0 U | | 205-99-2 | Benzo(b)Fluoranthene | 10.0 U | 

88-06-2 | 2,4,6-Trichlorophenol | 10.0 u | | 207-08-9 | Benzo(k)Fluoranthene | 10.0 U | 

95-95-4 | 2,4,5-Trichlorophenol | 50.0 U I | 50-32-8 | Benzo(a)Pyrene | 10.0 U | 

91-58-7 | ^-Chloronaphthalene | 10.0 U | | 193-39-5 | Indeno(1,2,3-cd)Pyrene | 10.0 U | 

88-74-4 | 2-Nitroaniline J 50.0 U | | 53-70-3 | Dibenz(a,h)Anthracene | 10.0 U | 

131-11-3 | Dimethyl Phthalate | 10.0 U | | 191-24-2 | Benzo(g,h,i)Perylene | 10.0 U | 

208-96-8 | Acenaphthylene | 10.0 U | 

99-09-2 | 3-Nitroahiline | 50.0 U | (1) - Cannot be separated from diphenylamine 

FORM I 



ORGANICS ANALYSIS DATA SHEET 
(PAGE 3) 

LABORATORY NAME: NANCO LABS, INC. 

CASE NO: NJ DEP 
PESTICIDE/PCBs 

0 0 0 J . 6 0 SAMPLE NUMBER 

SW 2 

Concentration; 
Date Extracted/Prepared; 
Date Analyzed: 10/2/86 
Conc/Dil Factor: 
Percent Moisture: N/A 

Medium (Circle One) 

9/23/86 

> 1 

CAS 
Number 

GPC Cleanup: Yes_^ No_X 
Separatory Funnel Extraction: Yes_X_ 
Continuous Liquid-Liquid Extraction: Yes_ 

ug/ll or ug/Kg 
( Circle One ) 

319-84-6 | Alpha-BHC | 0.05 U 

319-85-7 | Beta-BHC | 0.05 U 
319-86-8 | Delta-BHC | 0.05 U 

58-89-9 | Gamma-BHC (Lindane) | 0.05 U 

76-44-8 | Heptachlor | 0.05 U 

309-00-2 | Aldrin | 0.05 U 
1024-57-3 | Heptachlor Epoxide | 0.05 U 

959-98-8 | Endosulfan I | 0.05 U 

60-57-1 | Dieldrin | 0.10 U 

72-55-9 | 4,4'-DDE | 0.10 U 

72-20-8 | Endrin | 0.10 U 
33213-65-9 | Endosulfan I I | 0.10 u 
72-54-8 | 4,4'-DDD | 0.10 u 

7421-93-4 | Endrin Aldehyde | 0.10 u 
1031-07-8 | Endosulfan Sulfate | 0.10 u 
50-29-3 | 4,4'-DDT j 0.10 u 
53494-70-5 | Endrin Ketone | 0.10 u 

72-43-5 | Methoxychlor | 0.50 U 

57-74-9 | Chlordane | 0.50 U 
8001-35-2 | Toxaphene j 1.00 U 

12674-11-2 | Aroclor-1016 | 0.50 U 
11104-28-2 | Aroclor-1221 | 0.50 U 
11141-16-5 | Aroclor-1232 | 0.50 U 
53469-21-9 | Aroclor-1242 j 0.50 U 
12672-29-6 | Aroclor-1248 | 0.50 U 
11097-69-1 | Aroclor-1254 | 1.00 U 
11096-82-5 | Aroclor-1260 j 1.00 U 

Vi = Volume of extract injected (ul) 

Vs = Volume of water extracted (ml) 

Ws = Weight of sample extracted (g) 

Vt = Volume of total extract (ul) 

1000 

Vs or Ws Vt 

10000 

Vi 

FORM I 



ORGANICS ANALYSIS DATA SHEET 

( PAGE 4 ) 
00016 

LABORATORY NAME :NANCO LABS.INC. 

CASE NO: N.J. D.E.P. 

SAMPLE. NUMBER 

SW-2 

Tentatively Identified Compounds 

Estimated 

C A S /RT hr Scan Concentration 

Number Compound Name Fractions-dumber /Ug/U or ug/Kg) 

1 1 19812498 | 2-METHYL AZETIDINE |VOA 
1 

| 22.83 | 5.1 J | 

I 2 
| 3 UNKNOWN HYDROCARBON 

1 
| BNA 

| 17.04 | 310.0 J | 

I 4 UNKNOWN HYDROCARBON" |BNA I 17.32 | 120.0 J | 

| 5 UNKNOWN POLYAROMATIC HYDROCARBON | BNA | 18.99 | 56.0 J j 

I 6 UNKNOWN HYDROCARBON | BNA | 20.37 | 130.0 J | 

| 7 629594 TETRADECANE | BNA | 20.80 | 920.0 J | 

I 8 ISOMER OF DIMETHYL NAPTHALENE |BNA I 21-25 I 130.0 J | 

I 9 UNKNOWN HYDROCARBON | BNA | 21.60 | 280.0 J | 

| 10 UNKNOWN HYDROCARBON |BNA | 21.84 | 330.0 J | 

| 11 UNKNOWN HYDROCARBON |BNA | 22.48 | 740.0 J | 

I 1 2 ISOMER OF NAPHTHALENE | BNA | 23.33 | 140.0 J | 

I 1 3 544763 HEXADECANE |BNA | 24.04 | 950.0 J | 

I 1* | UNKNOWN | BNA | 24.89 | 200.0 J | 

I 15 629787 | HEPTADECANE | BNA I 25.51 | 800.0 J | 

I 1 6 1921706 | PENTADECANE,2,6,10,14-TETRAMETHYL | BNA | 25.60 | 450.0 J | 

I 1 7 | UNKNOWN HYDRCARBON |BNA | 26.11 | 150.0 J | 

| 18 638368 | HEXADECANE |BNA | 27.03 | 320.0 J | 

| 19 | UNKNOWN HYDRCARBON |BNA | 27.44 | 96.0 J | 

| 20 | UNKNOWN HYDRCARBON | BNA | 28.22 | 580.0 J | 

I 21 | UNKNOWN HYDRCARBON | BNA | 29.46 | 440.0 J | 

I. 2 2 | UNKNOWN HYDRCARBON | BNA | 29.93 | 110.0 J | 

I 2 3 | UNKNOWN HYDRCARBON | BNA | 30.67 | 290.0 J | 

I 2 4 | UNKNOWN HYDRCARBON | BNA | 31.12 | 110.0 J | 

I 2 5 | UNKNOWN HYDRCARBON | BNA | 31.82 | 240.0 J | 

I 2 6 | UNKNOWN HYDRCARBON |BNA | 32.92 | 130.0 J | 

FORM I , PART B 



;/2 
F i l e >P329S 35.8-260.0 amu. J6-0116-988 (1:2J 

6506-

6600-

5566-

5000-

4500-

4000-

3500-

3600-

2506-

2860-

1500-

1000-

560-

0 J 

0R918 SU-2 NflNCO »2 

14 

16 

3 

1 I 

IS 

\ 

,,,,,,,,,„ Va,, , y ,, v,M,, Vs., M., w,y4...a,t., w • ̂  • a-. • • y8'• y.-• y2' • 4'„ • 4'6' 
PK# 

y BROMOCHLOROMETHANE; (IS) 
I T o l,4rbiFLU0R0BENZENE; (IS) 
, . 7<"CHL0R0BENZENE-d5 \ [, ^ (IS) 
1 X<lt2-DICHL0R0ETHANE-d4 (SR) 
; T0LUENE-d8 (SR), 
|; //T4-BR0M0FLU0R0BENZENEc (SR) 

O 
o 
o 

CD 
50 



QUANT REPORT 

unera tor ID= DALY 
Output F i l e : AP329S: 
Data F i l e : >P3295': 
HAMS: J6-0116-003 (1 

Q u a n t R e <•> •• 4 
PS 
D2 
2) 

Misc: AR918 SW-2 NANCO #'2 

ID F i l e : 1DEPA2::NA 
T i t l e : IDE'.PA VOA 
I... a s t C a I i brat i o n : 8 6 0 9 2 3 07:4 7 

Q u a i"i t T i M e 
I n j e c t e d at 

D i I u t i o n F a c t o r 

86 0923 10:35 
860923 09:46 

2.00 

000163 

< ; CoMpound R T. ! > c: a n # Area C o n c Units a 

1 ) ̂ BROMOCHLOROMETHANE (ISTD) 13 30 147 5809 50 . 0 0 UG 68 
"6) M e t h y I e n e C h 1 o r i d e 9 84 102 516 3. 59 UG 37 
14) #1,4-DIFLU0R0BENZENE (ISTD) c& 76 283 26282 50 . 00 UG 96 
29) *CHL0RQBENZENE-d5 (ISTD) 29 14 353 18952 50 . 0 0 UG 94 
34) Toluene 27 83 336 881 3\ 32 UG 82 
39) TOLUENE-d8 (a Surroa.) 27 60 333 25794 98. 84 UG 97 
4 0 ) 4-BR0MOFLUOR0BENZENE <a Surrg) 36 22 445 18154 107 . 72 UG 87 
41) * I! BR OMOCHLOR OMETHANE (I ST D) ] 13 30 147 5809 50 . 0 0 UG 63 
42) 1, 2-DICH1...OROETHANE-d4 (Surr ocj) -16 14 134 14 038 94 . 43 UG 96 

* CoMDound i s ISTD 



"OTfiL ION CHR0MftT0GRfiH 
• J 6 - 0 1 i t . - 0 s s r 
TIC 
2 8 f i ^ f i 0 

I I I . I . I I 4 . . • I I , 

>P3295 3 5 . 0 - 2 6 8 . 0 

1 86 

380-1 14089 

12000-1 

1 0000-

8000-

6000-

40BGH 

2800 -

MKV 1 o - i i i ! - 2 NHH!. : i j tt 2 

460 569 

57 

F? -I 

i i t - t ~ r 

CD 

UJ 

CO 
ac 
O 

- , on 

GO - a 

2 : U J 

—J a 
f - J C O 

/ 

A 

E1 

__J 

U J 

ch 
cn 
C D 
D C 

O 
C D 
rx: 
CD 

i 

000104 

i. 

y i j i | i j i ; i | i j i ) i j i ; i [ i • i j i { I 1 " j i i i i i j i j i i i ) i i i j i i 

s 12 16 2© 24 28 32 36 40 44 48 16 20 24 

Data F i l e : >P3295::D2 
Nane-. J6-0116-0 08 (1 = 2) 
Misc •• AR913 SW-2 NANCO *2 

Id F i l e : IDEPA2::NA 
Ti t l e - . I DEP A UOA 
Last C a l i b r a t i o n : 860923 07:47 

Operator ID: DALY 
Quant Tine: 360923 10=35 
I n .1 e c t e d at: 86 0 9 2 3 0 9:46 



REFERENCE STANDARD SPECTRUM 
! p i l e HflNHE 1 BR0M0 CHL̂ OP.0 METHANE 
' Epk fib 999? 

8 Q 9 9-
• 47 

4 y 9 64 

0J|,, | 

000105 
1 OtJ 

31 

13 o 

JJ4-

49 60 yy lyQ 
i — i — r ' T — j—i—l—I—r-j—»—r-

116 

- r — 

12© 

-90 

-40 

u 
SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >P3295 
Bpk fib 949 

' 8 8 0 -

4 0 0 -

. 16 -0116 -003 £1 :2 ) AR918 SbJ-2 NflNCO * 2 
SUB 

13f i 

4? 79 81 93 
. 63 . _..r'"' / 

1 1 16 

4 / 
' 1 ' m \—1 ""T " 1 — « — r i. 

i i i i i i 

I , . . , , ' i ' J i i ) i i 
/ 

— 1 — 1 — r — I — i — I — i — r ~ 

Scan 141 
1 3 . 3 8 m i n 

-88 

-48 
-

f-0 
40 >0 30 100 120 

SAMPLE SPECTRUM (UNALTERED) 
File >P3295 
Bpk- fib 949 

860-

400-

J 6 - ^ 1 6 - 0 0 3 ( 1 : 2 ) AR918 SW-2 NANCO «2 

44 

0-Jl-r-t-T 
49 

8 1 93 
/ 116 

Scan 147 
1 3 . 3 0 m i n . 

-

136 -80 

-4S 

h—! I | | I'V'I—t—p-1—I I I ' ) '••(•" I—I I [ i l l — I | I I ( I | I l"l—I J I I 

60 SO 100 126 
•-0 

Data F i l e •• >P3295 •. : D2 
Hane: J 6 - 0 i i 6 - 0 0 8 ( 1 : 2 ) 
Misc-. AR918 SW-2 NANCO #2 
Quant Time: 860923 10=35 
I n ;jec ted a t •• 860923 09 : 46 

C o n a o u n d N o : 1 ( I ST B) 
CoMpound NaMe: BROMQCHLQROMETHANE (IS" 
Scan Nu fiber •• 147 
R e t e n t i on T i Me: 13.3 0 M i n. 
Area: S809 
C onc en t r at i o n: 50.0 0 UG 
a-va 1 >.ie •• 68 ^— 



REFERENCE STP.H3H.RB SPECTRUM 
File HANDS 1 METHYLENE. CHLOR 11!£ 
Spk AP 99?3 

8.090-
„ 

4P1Q0-I 
1 
1 

e .00. mln 
84 000166 

49 58 
T — | — i — r -

6 9 
- 4 — t " 1 1 I I H 1 

121 

8 9 
• - !— i—i ! K — : — j — i — ( — i — i — I — ! — I — l — I — 1 — I — < — r 

90 100 l i e 120 

- 4 0 

-0 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >P3295 
Bpk Ab 52 

40-

J6.-0116-608 C i ;2 J 
.49 

2y-
47 

AR918 SW-2 NANCO #2 
SUB 

84 

86 

46 58 
T 1 1 1 j t 1 1 1 1 1 I I • J — I 

60 76 30 
- T — j — r — t — i — i — j — i — i — \ — i [ i — i — r — i — j -

96 100 110 129 

Sc an 1 02 
9.84 min. 

-40 
-

T-T-T-HS 

SAMPLE SPECTRUM tUNALTERED) 
F i l e >P3295 
Bpk Ab 4?5 

406-

200 

44 
.16-0116-083 U:2) AR918 SW-2 NANCO *2 

0- 1 i ') i ' 
4© 

49 
84 86 

•i'c an 1 9 i 
9.84 min, 

-SO 

-49 

i' t 1 1 ' i i i i | i i i i ; i i i i ) i i i i j i i i i i i i i i i i ' i ' ! ' i ' 
5S 66 78 80 • 9© 100 110 12S 

H3 

Data F i l e - . >P329S-. -.D2 
Wane: J6-0116-003 (1=2) 
Misc: AR91S SW-2 MANGO #2 
Quant Tin e : 860923 10=35 
I n ;j ec t e d a t : 860 923 0 9 •. 4 6 

Compound No: 6 
C o i-'t p o u ri d N a M e •• M e t l"i y 1 e n e C h i o r i d e 
Scan NuMber= 102 
Rel ent i o n TiMe = 9 . 34 Min . 
Area = 516 
C o n c e n t r a t i o n : 3.59 UG 
ci-value: B7 

4 



REFEKhNCE i H im 

i F i l e NRNDB1 1 , 4 - D I F L U 0 R 0 BENZENE 
| Bpk fib '399? 

63 
4 0 0 8-' 3 7 5ft 

000167 

94 

•|S.,c,a.n 1 0 1 
S\£iVt tn i n . 

-

- 8 0 

- 4 0 
i-I-U-,—H-4-H—r^-M-v—> 

40 58 t-y 
-I M . ' I ' l ,'|'-1', I' i > j ' ! ' k , L 

....;.J4J..,-UZI 

30 y y l y e 110 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >P3295 
Bpk Ab 1855 

1 000-

0-

- 1 6 - 0 1 1 6 - 0 0 3 , ( 1 : 2 ) A R 9 1 3 S ld-2 NANCO « 2 
SUB 

37 
94 

' H-i •••• 
4 0 5 0 

'•j ' t | 1 I ' 1 I • I ' { ' I 1 I 1 ! •. [ 1 I ' I t 1 I 1 ) • I ' 1 1 ( 1 I ' - I — I I I 

6 0 70 90 9 0 100 110 

S3 1.7& m i n 

-set 

-46 

1 H9 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >P3295 J6-0116-003 (1:2) AR918 SW-2' NfiNCO *2 

1000-

23 .^6 min. 

-30 
h'6 

O 1' 

3 S 
5S 68 75 "\ 94 

, I / / \ i 
6-», 1 i ' i ' i ' S • 1 I ' l ' i - t T i I 1 ! 1 ! r l W ' i ' l ' i 1 j 1 11 r 11S • 1 • i 1 i 1 ? • 1 j r 1 1 1 )•! 

-40 

-0 
40 50 79 30 yy 100 110 

Data F i l e •. >P329S : : 1)2 
N awe: J 6 0 i 16-0 0 8 (1 : 2) 
Misc•• AR918 SW-2 NANCO #2 
Ouant Tine= 860923 10=35 
I n j e c t e d a t : 860923 09:46 

CoMDound No: 14 (ISTD) 
Compound Nawe': 1 , 4 - DIF L U 0 R 0 B E N Z E N E (ISTD) 
Scan Nunber: 283 
R e t e n t i 0 n T i « e •• 2 3 . 7 6 Min. 
Area: 26282 
C 0 n cent r a t i 0n: SO.00 U G 
Q-value: 96 



REFERENCE STANDARD SPECTRUM 
F i l e HPNBB1. CHLQROBENZENE dS 
Bpk fib 959? 

8000-

4000-

0 

82 
i r 

40 
54 

-444L 
48. 

76 

M 1 ;'! I I , I'.'I'I'i'l' **fM t i [ " i r i r r i i ' , i ' \ T- T"r'rTt 1 

100 

99 

68 80 

0001-08 

153 

Scan 10 
0 . Q 3 m i n . 

-90 

168 MS 

T-r-rH'-e 
160 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
J6-0116-008 ( 1:2) AR918 SW-2 NANCO #2 F i l e >P3295 

Bpk fib 1G05 

880-

400-

SUB it?' 
/ 

82 

44-

40 54 

76 .«• 
40 66 

-H-

109 

•'•••'I 
10g 

80 

133 

0 
'i'l . , , 
120 

Scan 353 
29.14 min. 

-̂80 

165 (-40 

X 
140 

TT'|,,I y'y-i 

160 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >P3295 J6-0116-808 (1 :2) AR918 SUr-2-NfiNCO *2 
Bpk fib 1905 1 1 1 

800-

400-

0-1 

82 

40 54 

40 

109 

' I ' l ' t ' l ' l I I I'l I I ! T'l'l i ' i ' i 

68 88 
| I I I I"I I I ! 

109 

133 

' I ' i I I I I )'l 'I I I I I I I I I I ! I I I I I'l 

129 148 160 

Scan 353 
29.14 min. 

-30 

165 -48 

Data F i l e : >P3295::D2 
Nane : J6-0 i16-008 ( i = 2) 
Misc: AR918 SW-2 NANCO #2 
Quant TiMe = 860923 1.0 : 35 
I n j e c t e d a t : 860923 09=46 

C 0 n p 0 u n d N 0 = 2 9 (18 "I" D) 
Compound Name= CHLOROBENZENE-d5 (ISTD) 
Bean Nunber= 353 
R e t e n t i 0 ri T i M e : 2 9 .14 M i n . 
Area: 18952 
C 0 n c: e n t r a t i 0 n = 50. 0 0 U G 
ci-value: 94 



REFERENCE STANDARD SPECTRUM 
| F i l e NfiNDBl TOLUENE 

BDk fib 999? 

8 S @ u-

4080-
51 

44 .'Mi < i.'fM'i't- W r - r - r r W t 

000169 
4'.-! 

40 68 
— T — i — i — t — ( — ! — t — i — ( — i — r - j — i — r -

1S0 128 

Scan 164 
O.80 min. 

-yy 

-40 

-0 
148 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED 3 
F i l e >P3295 
Bpk fib 87 

86 

404 

JA-eU 16-008 . ( 1 s25 AR918 SW-2 NANCO * 2 
SUB ' ? 1 

P. 9 
58 6 5 

77 \ 

0-^-r^—t-S- 1!—i )' i — i ' i 1 i | i ' i ' i * i j '—r-r*-i—p-1—r 

1 19 

i c a n j j b 
27.8 3 mi n » 

"-SO 

-40 

40 60 80 
' T T ' - V j - ' l — r 

180 

• 106 11 
/ 

j 1 i i 11 i 1 1 i i I" 1 ' i — j i >—r-T—j—r—r-H3 

128 140 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >P3295 
Bpk fib 

100-

43 

J6-0116-008 (1:2) 

57 

AR918 SW-2, HAN CO »; 

8-44 
48 

70 o-
91 

68 

119 

yy 188 

i 
i r i i I 1 1 i i 1 1 !i i 1 1 t i i i i i < i" i • i 

£7.83 min. 
-

-SO 

-49 . 

-0 

145 

128 .48 

Data F i l e •• >P3295 •. -.D2 
Mane : J6-0116-008 ( i •• I 
Misc-. AR9 i ( 
Ouant Tiwe 
In.iected a t : 860923 09:46 

CoMDound No: 34 
C o M p o u n d N a M e •• T o 1 u e n e 
Scan Nuwber: 336 
R e t e n t i o n T i PI e : 2 7 . 83 PI :i. n . 
Area: 8 8i 
C o n c e n t r a t i o n •• 3 . 82 UG 
a-value; 82 



REFERENCE STAHDfiRD SPECTRUM 
F i l e N f iNDBl TOLUENE dS 
i ipk fib 9 9 9 ? 

8 8 8 0 -

y y 

42 

79 

100 000170 

0 Jui ,U 4 iJ r - r u r l . . ' -L- . ^ x ^ s - J l J U - ^ - , 
48 8'8 

131 

120' "71.8 [07 

8 . 6 0 m i n , 

- 8 0 

:. y i-

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
J6-0116-008 (1:2) AR913 SW-2 NflNCO «2 

y8 SUE 

ise 

F i l e >P3295 
Bpk fib 1620 

- i — i — i — i — 

120 

131 145 

T — H — i — i — t — i — r -

160 
-I 1 1 1 T 

288 

Sc an 333 j 
2 7 . 6 8 | rn i n . j 

j 
- 8 8 

- 4 8 

T — r - r — H3 

SAMPLE SPECTRUM (UNALTERED J 
' F i l e >P3295 

Bpk Ab 1629 
J 6 - 8 1 1 6 - 1 T T 2 ) AR918 SW-2 NANCO #2 

~"~ 100 

1 8 9 0 - 42 
70 
/ 

i,j liljiii , i ninijii , i . ..mi) .,—tp_Lil 

48 r 
88 

119 
i " L 165 

- i — " T — i — T — i — r — i — j — ! — i — i — ! — t ~ 

120 1 6 8 
- j — i — i — i — ] — i — i — r 

2 8 8 

Scan 333 
27.613 m i n . 

- 8 0 

-48 

Data F i l e : >P3295:= D2 
Hafie: J 6 - 0 i 16-008 ( 1:2) 
H:i.sc : AR918 SW-2 NANCO #2 
Quant Tine: 860923 10:35 
I n /jected at = 860723 09 = 46 

Co MO ouncl No = 39 
C o M p o u n d Na we = T 0!.. U E N E - d 8 
Bean Nufiber = 333 
R e t e n t i o n Time: 27.60 win 
Area = 25794 
Co n c e n t r a t i o n = 98.84 
q-value: 97 

( a S u r r o g . ) 



REFERENCE STANDARD SPECTRUM 
F i l e NANDB1 4-BR0M0 FLUORQ BENZ£§| 
Bpk fib 999 f 

75 
8888-

4000-
50 

ul7: 
Scar, 207 
8 .86 mi rt. 

174 

48 ' 60 ' 8'0 

1 14 

148 168 ,y8 ? 2y8 

-88 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
J6- 0 i l 6 - 8 8 8 (1:2) AR918 SW-2 NANCO #2 

SUB 
F i l e >P3295 
Bpk fib 4 63 

408-

£88-

0 

75 
58 74 

•, ...I. lilt ll| 1.1 ,H , t ,M 
48 68 38 

174 

Scan 445 
36.2 2 min. 

1 — i — r 
1 88 

115 133 

< ' l ' ' I 1 ' l' ( )—' ! _1 i 

286 

128 140 1 68 
T—r~r 

180 

-38 • 

-48 

^iH3 

SAMPLE SPECTRUM (UNALTERED) 
J6-0116-808 (1:2^. AR9 1 3 SW-2 NANCO *2 F i l e >P3295 

Epk Ab 463 

408-. 

£00 

174 

Scan 445 
36.22 min. 

75 

48 
|t.,)lli ,.11,1̂ 1(1 i.i,l,'v ± 

68 88 

131 133 :86 

i i 'i ( 'i i 'tir> r i i i i • i 
188 128 148 168 188' 288 

-80 

-40 

'-0 

Data F i l e : >P3295: =D2 
Nawe: J 6 - 0 i i 6 - 0 0 8 ( 1:2) 
Misc: AR918 SW-2 NANCO #2 
Quant Tin e : 860923 iO:35 
In.jected a t : 860923 09:46 

CoMp o und No: 4 0 
Conpound Nam*: 4-BR0H0FLU0R0BEN2ENE (a Su r r q ) 
Scan Nuwber: 445 
R e t e n t i o n Time: 36.22 win. 
Area = 18154 
C o n c e n t r a t i o n : 107.72 UG 
q-value: 87 



REFERENCE STANDARD SPECTRUM 
F i l e NftWBB1 BROM0 CH^QR0 M£THANE 
Bpk fib 999? 

3080-

4800-

8 T-|—r*n—r-

40 

000172 
31 9:-: 

fc-0 

63 

i-M""'r i — T — r - • r 1 T" T 

89 
4-M-

ie 00 
—,•• ' r i — r 

1 16 

"f \ 1 r ' i i — r -

130 

-46 

SflMPLE SPECTRUM «BACKGR0UND SUBTRACTEB5 
16-903 (1:2) AR918 SW-2 NANCO" 

SUB 
F i l e >P3295 -'6-
Bpk Ab 949 

808-

460- 41 

, , 1 . . U 
48 

Scan 147 
1 3 .3 O m i n . 

130 h80 

79 81 

63 

- 1 — 1 — 1 — 1 " i " 1 — i " " 1 

60 80 

y y 

1 
1 16 

1 00 

I -40 

H3 
128 

SAMPLE SPECTRUM (UNALTERED!' 
F i l e >P3295 J6-0116-888 (1:2X AR918 SW-2 NANCO »2 
Bpk. Ab 949 4 ^ 

800H 

Scan 147 
13.30 min. 

400- 44 

138 

79 81 9.3 

8-1' 1 1 1 i i 1 1 j 1 1 1 1 1 j 1' '1 1 1 1 1 1 1 1 1 'i 

116 

48 68 88 
1 1 i.1 I 1—1 1 i \ — r — 1 — j — n — ! — 1 - 7 — 1 — r — V 

12f 188 

38 

-48 

H 

Data F i l e ; >P3295::D2 
Name: J6-0i16-008 (1=2) 
Misc. AR918 SW-2 NANCO #2 
Quant Time: 36 0 923 10=35 
I n .iected a t : 860923 09 : 46 

CoMoound No-. 41 (ISTD) 
Compound Name: f.BROM('.')CHLOROMETHANE (ISTD) 3 
Scan Number •• 147 
R e tent i 0 n T i M e •• i 3 . 3 0 min. 
Area: 5809 
C0 n c e nt ra t i0 n : 5 0.00 U G ' / 
a - g a 1 u e : 6 8 / 



REFERENCE STANDARD SPECTRUM 
File" NANUS 1 1*2 ̂ 1 CHLOROETHANE d4 
Epk fib 999? 

4800-

48 

0173 
Scan 11 

8 .80. min . 

67 
188 

8'0 
^ • • i 1 ' 

120 168 288 
->—!—!—! — I J — I — I T 

248 

385 -4 8 

h 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED 3 
F i l e ' •• P 3 ? * 5 - 1 6 ~ £1 l i t . - 0 8 8 ( 1 :2) A R 9 13 S W - 2 N A H C 0 * 2 
Bpk fibii^ 6-!__„_ SUB 

j 888-* 
i 

| 408-i 

I 8 40 

182 

y 186 

88 
f " " f " " i " " i — r - t • 

128 ' ' 1 ' • 1 1 
: 160 

' 28G 
r - r " - ] — i — t — r — j — i — i — i — j — i — f — ~ p " * — < — 

[lO 248 288 

Scan 184 
16.14 min. 

-80 

-40 

v-0 

SAMPLE SPECTRUM (UNALTERED) 
P i l e >P3?9S - c "6-8116-008 (172) AR918 SW-2 NflNCO *2 
Bpk A b r | ^ 

Scan 184 
16.14. min. 

800-

488-

8 

to 
b { 

,i.,Ht, 

182 

Ju: 
106 

50 

8 

48 
' I | I I I f * t I ( | I I I | ! — I I | I I I | I I I 

88 128 168 200 
! I I | I I I | I I ! | I I '. I I 

248 288 

r 

Data F i l e : >P3295 = •• 1)2 
Name: J6--0 i i b ~ 0 08 ( i : 2) 
Misc: AR918 SW-2 NANCO #2 
Quant Tine •• . 860923 10 •• 35 
Tn i e c t e d at = 860923 09:46 

Comn o un d N o 42 
C o M p o u n d Mane: 1,2- DIC H L 0 R 0 E"(' H A N E - d 4 
Scan Nu nber : 5.84 

k b u f 

R e t e n t i o n T i n e 
A r e a : 14038 
C o n c e n t r a t i o n : 
o - v a l u e : 9 6 

i 6 . 14 M i n 

94 . 48 L1G 



MS d a t a f i l e h e a d e r f r o M •. >P329S 000174 
SaMple: J6-0116-008 <i=2) Operator-. DALY MS 9/23/86 9:46 
Misc : AR918 SW-2 NANCO #2 
Svs. * 2 MS Model-. 96 SU/HW rev. : IA ALS # : 0 

Method f i l e : METH03 Tuning f i l e : MT9Q02 No. of extra records: i 
Source teMp. 165 Analyzer temp.: 180 Transfer l i n e teMp. = 200 

ChroMatographic tenperatures 45 . 22 0 . 0 0 . 0 . 
ChroMat oqraphic tiMes, Min . 4.0 22. 0 0 . 0 0.0 0 . 0 
ChroMatographic r a t e . deg/Min 8.0 0 . 0 0 . 0 0.0 0 . 0 

>P3295 J6-0116 -008 (1 =2) AR918 SW--2 NANCO #2 
35. 0 1 260 . 0 TIC 

<Pea k R .T. f i r s t Max l a s t peak raw corr . c orr % of 

• * 
Min . scan scan scan height area area % wax t o t a l " 

4. 683 33 35 36 273 15752 3405 3. 69 776 ; 

< 2 H 9. 835 100 102 105 198 12794 2528 2. 74 576 
10 . 374 107 109 114 127 14894 2394 2. 60 545 ! 

\S4 13. 296 143 147 157 3395 59107 4657.4 50 . 51 10 608 
16. 141 178 184 189 3098 47546 41201 44. 68 9 384 « 

18. 833 216 219 224 148 5126 2081 2. 26 474 
20 755 240 244 246 149 4319 2297 2. 49 523 ' 

: * 21 . 140 246 249 256 251 10788 5943 6. 44 1 354 
9 • 22 832 266 271 274 400 14768 7716 8 37 1 757 ' 

23. 755 279 283 287 5038 89867 7550.0 81 . 88 17 . 196 . 

24 909 295 298 299 147 13825 2303 2 50 525 

• $g 
25. 371 302 304 306 228 15141 2880 3. 12 .656 

• $g 27 294 326 329 329 322 19401 3558 3 86 810 1 

27 602 329 333 342 5327 153911 92213 100 00 21 . 003 
iSiS 29 141 348 353 361 3598 137208 70526 76 48 16 . 063 « 

^ 1 6 36 220 438 445 454 2250 167550 77936 84 52 17 .751 

SUM of corrected areas: 439055 



F i l e >P329E 
Bpk flb 246 

280-

0-

3 

; J6-0116-003 (1:23 AR918 SW-2 NflNCO *2 , 
SUB 

000175 
y , 40 42 

y / • / 

[4 Scan 35 
/ 4.68 min. 

45 

F i l e >P329E 
Bpk flb 246 

280-

0-

3 

( i i r i | i i i — i | i i — i i ( — i i i i — | / i i i ( i i i i | i i i i | i i i f i ( i r i i i | i i i i 

9.0 4O.0 41.8; 42.0 43.9 44.0 
F i l e >P329S 
Bpk flb 999': 

18000-

«_ 

> J6-8116-008 (li2) AR918 SW-2 NflNCO #2 t 

l ' ! SUB 

39 
y 40 42 

s / / 

4 S c -3.n 35 
/ 4.68 min. 

45 

39.0 40.8 41.9 42.0 43.0 44.9 

F i l e >P329E 
Bpk flb 999 ( 

10000-

0-

3 

; J6-0116-008 (1:2) AR918 SW-2 NflNCO *2 
\ SUB 

39 
v 40 42 

/ / / 

4̂ Scan 35 
s 4.68 min. 

45 

X 

F i l e >P329E 
Bpk flb 999 ( 

10000-

0-

3 

9.0 40.0 41.0 42,0 43.0 44.0 

F i l e >P329? 
Bpk flb 999< 

10000-

0-
3 

; J6-0116-008 ( l ! 2 ) AR918 SOJ-2 NflNCO #2 
? SUB 

39 
s 40 42 

i4 Scan 35 
f 4.63 min. 

45 

F i l e >P329? 
Bpk flb 999< 

10000-

0-
3 

J 1 1 T 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 < 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 I 1 | 1 1 1 1 ) 1 1 1 1 

9.0 40.0 41.0 42.0 43.8 44.0 



F i l e >P329£ 
Bpk flb 52 

49-

0-
4 

; J6,gl 

40 43 

r. 1 i 

1 6 - 0 0 8 ( l : 2 : i AR91S SW-2 NflNCO « 2 Sea 
SUB 9 . 8 4 

51 000176 ' 

1 

n 1 
mi 

4 

02 
n . 

F i l e >P329£ 
Bpk flb 52 

49-

0-
4 

i i | i | i | i ( i j i j i ( i | i [ i i i [ i ( i ( i [ i i i [ i ( i i i t i i • i i i 

0 44 48 52 56 60 64 68 ?2 76 80 84 

F i l e PRIPOL 
Bpk flb 999< 

10000-

0-

. M e t h a n e , 

45 

41 x 

{, M 1 

c h l o r o - Sc 
0 .00 

Y \ 8 72 7 ; 82 

•an 
mi 

14 
r 

3 1 
n . 

F i l e PRIPOL 
Bpk flb 999< 

10000-

0-

1 ' ! 1 «"l 1 1 
r0 44 48 

1 1 I " ' 1 ' 1 1 1 1 1 » 1 ' 1 1 1 1 1 ' 1 1 I 1 I 1 1 1 1 1 1 1 1 1 

52 56 60 r 64 68 72 76 80 8 
4 

3 1 
n . 

F i l e >BIGDl 3 Me t h a n e , ^ g i 

41 4 * 

. { . . ; . . . \ 1 L 

c h l o r o - Scan 
" 0 . 8 0 

t 
51 

.1 N / ? t . 

1 It 
tru 

$4 
t 

IS7 
tn . 

„ 1 i , • | , , , | 

40 44 48 
_ j .4 .j.„,.,_.,j i ' | i | i | i | i i i | i | i | i | i | i | i i • | i | l 

52 56 68 64 68 . 72 76 30 8 
1 

4 

IS7 
tn . 

F i l e >BIGD1 
Bpk flb 999< 

10000-

B M e t h a n e , 4 g i 

43 45 

r i i i 

c h l o r o - Scan 
0.0C 

51 
/ 

13 

34m 

/ 

178 
i n -

F i l e >BIGD1 
Bpk flb 999< 

10000-

1 1 14 1 1 1 1 1 
*0 44 43 

- j r i j i i i i i i i | i I i j » I i l • l » 1 ' 1 ' 1 ' l ' l 1 

52 56 60 64 68 72 76 30 8 4 

2 
3. 
4 
5 

Methane > 
Methane > 
Methane, 
Methane t 

Methane , 

dic h l o r o -
d ich1 oro-
d i c h l o r o-
dichloro-
d i c h l o r o-

84 CH2C12 
84 CH2C12 
84 CH2C12 
84 CH2C12 
84 CH2C12 

Sample f i l e : >P3295 SpectruM #: 
Search speed-, i T i l t i n g option-. N 

102 
No. of ion ranges searched: 44 

Pr ob . CAS * CON * ROOT K DK *FLG T I L T "/. CON C _ I R. _ I V 

» 1 . 7 9 * 3 1 112 PRIPOL 5 5 48 2 0 9 6 8 4 8 32 
2 . 7 9 * 7S092 11657 "BIGDB 55 48 2 0 96 8 48 3 2 
3 . 7 6 * 75092 13178 "BIGDB 5 3 27 3 0 7 8 8 4 5 25 
4 . 7 6 * 32 128 PRIPOL 53 27 3 0 78 8 45 25 
5 . 6 7 * 7 5 0 9 2 13177 . "BIGDB 47 52 2 0 87 13 3 4 2 1 



F i l e >P329i 
Epk flb 42 

40-

0-

; J6-s 

41 

1 1 

1416-003 ( 1 : 2 ) AR913 SW-2 NflNCO «2 Scan 109 
, SUB i Q . 3 ? min". 

000177 
4 4 

» \ i | i [ ' ' I ' 1 ' 1 1 I 1 [ • 1 ' f ' I ' ( ' i ' 1 1 

F i l e >P329i 
Epk flb 42 

40-

0- T ' r 1 l 1 i 
IQ 42 44 46 48 50 52 54 56 58 

F i l e >P329E 
Bpk flb 999^ 

10000-

0-

» 

41 
"-^ 

I 1
 J 

U 1 6 - 0 0 3 ( l : 2 : i AR913 SW-2 NflNCO *2 Scan 189 
y SUB 1 0 . 3 7 m i n . 

44 
/ 1 

F i l e >P329E 
Bpk flb 999^ 

10000-

0-

l 1 f ' 1 1 1 
*0 42 44 46 48 50 52 54 56 58 

F i l e >P3295 

0-
i 

41 
-̂>-». 

1 1 

U 1 6 - 0 S 3 ( 1 : 2 ) flR9iS SU-2 NflNCO #2 s c a n 109 
y SUB 1 0 . 3 7 m i n . 

44 

1 \ I "y- I | I | 1 | 1 | . | • | • | • | > | • 1 • 1 • | • 1 

F i l e >P3295 

0-
i 

V - i f r — i i 

*8 42 44 46 48 50 52 54 56 58 

F i l e >P329! 
Bpk flb 999* 

10000-

0-

5 J6-J 

41 

1 I 

3116-008 ( 1 : 2 ) RR918 SW-2 NflNCO *2 s c a n 109 
' , 3 SUB 1 0 . 3 7 m i n . 

44 

r i i | i | i | i | i | i | i | i | i | i i i | i | i | i 1 

F i l e >P329! 
Bpk flb 999* 

10000-

0-

7 1 t 1 1 ' 
• 0 42 44 46 48 50 52 54 56 53 



File >P329S 
BPk *blttli 

J6.-5C 1 1 6 - 0 0 8 ( 1 : 2 ) AR913 SW-2 NflNCO *2 
. ZS SUB 

4 ? 

~*'r j i I ' i 1 I j ' t i i i | I ' I i i | i l l i ' i ' i I I I | ' i ' i ' r i [ i i r i | i i i i | i I i 'i i ' i i r i | 1 

63 
79 93 

JL 
130 

116 
I.I 

Scar. 14? 
1 3 . 3 6 m i n . 

132 

40 60 SO 100 128 140 

F i l e >BIGDB Methane M c p r o m o c h l o r o -
Bp.k flb 9999 

100004, 

47 

0J . i i—I—i i i 

40 

139 

Scan 30166 
0 . 0 0 m i n . 

79 9.: 

t—i—i i | i i—i i ['1 

60 
- i — i ' f l ) — i i I | * I ' I ' I i | i i ' i i — f — r — I — l — r — j -

132 

80 100 120 140 

"V£J Scan 446 
j 3 Q 0 . 0 0 m i n . 

F i l e PRIPOL BROMO CH1JR0 METHANE- (1511)1 
Bpk "%£££?. 

47 
79 93 

/ 

40 

j 63 I I . 

60 80 

116 
/ I ' I ' i I — r ~ i — i i i | i i I i | — I I I ' 

132 

1 1 1 1 . i 

100 120 140 

Fil*» >BIGDB Methane Mrbromochloro-
Bpk'fib 9999 Z-

100004 

4? 

4© 

64 
/ 

69 81 
93 
/ 

100 
116 

Scan 29906 
130 0.00 min. 

132 

'i'i-V' '" i i ' l ' ' • ' ' 
60 80 

1111* i ' i ' i I ' I ' I * I i j i i i > i i i i i i ' i i r 

100 120 
' ' ' I " 

140 

1. Methane, bromochloro-
2. BROMO CHLORO METHANE (ISTD) 

A INTERNAL STANDARD 
3. Methane, bromochloro-

128 CH2BrCl 
OO 128 CH2BrCI 

128 CH2BrCl 

Sample f i l e : >P3295 Spectrum #: 
Search speed: 1 T i l t i n g o p t i o n : N 

147 
No. of ion ranaes searched •• 41 

•4 1 . 
2. 
3. 

Pr ob . CAS * CON # ROOT K DK tFLG TILT % CON C__I R. _IV 

96* 74975 30166 "BIGDB 101 12 1 0 80 4 72 94 
79* 446 204 PRIPOL 68 43 0 0 39 36 37 83 
45* 74975 29906 "BIGDB SO 62 2 0 60 27 19 23 

r' 



; • > , - . \ D O O Q C 

pk flb 107? 
1000-

J6-6116-808 «l:2'.i AR-918 S 

El 
4 3 49 

0-*> i V [ i h\ I | i I i I | 

63 

'i i i i | i i i i | t i 1 i 

60 40 .0 

W-2 NflNCO *2 

000179 72 

Scan 134 
16.14 min. 

102 
f 

I i | i f i i j i i i i | i i i i | i i i • i • i ' ' I ' ' • • i 1 1 * 1 1 

'0 80 90 100 

i l e PRIPOL 1,2 DICHLOROMETHANE d4 (SU^3 
pk flb 9999 

18000-

0->»-r 

51 
37 49 

-—>• / 

' | • " ' I ' ' • 1 I 
40 50 

63 

i 1 i I i i i i i i i I i T 
60 

84 
X. 89 

•H-r 
70 

i i i i | i i i i | i i i i | i i i i | » i ' ' | 

80 90 

VO Scan 447 
0.00 min. 

102 
/ 

.... il . I T 
100 

"ile PRIPOL 1.5 SICHLOROML I HflNE d4 teU\$i 

0-J 

51 
37 49 

i l i • I 
48 

I | i I i I | I i I T 
50 

63 

' [ ' ' ' ' i 
60 

f-r4-

84 

i l i i i • i i 
70 

x 
89 

4-

Scan 447 
0.00 min. 

102 

i i i i i i i i i I i i i i ' i 1 1 1 1 i 1 1 1 1 i 

88 98 100 

• i l * PRIPOL 1»Z DICHLOROHETHHNE d4 (SU|gJ 
Spk flb 9999 

10000-
51 

37 49; 
/ 

63 

i I I i i I I I I I i I i I i I i i i i i i i I i I i | I I i t i i i i i ) i i i i i 1 1 1 1 i 
40 5 0 60 70 80 

84 

X. 
89 
/ 

VO Scan 447 
0.00 min. 

102 

\ i i i i i i i i i i i i i i I i i i i i i i i i i i i i ' » l ' I » ' I ' 
90 100 

1,2 DICHLOROMETHANE d4 (SURR) 
LATILE SURROGATE 

OO 102 

Sawple f i l e - . 
Search speed : 

>P3295 Spectrum *: 
1 T i l t i n g o p t i o n : N 

184 
No. of i o n ranges searched 41 

Prob. CAS * CON * ROOT K DK *FLG TILT 7. CON C__I R_IV 

86* 447 64 PRIPOL 59 41 2 0 99 1 60 36 



F i l e >P3295 
Bpk flb 45 

49-

J6-0116-003 ( 1 : 2 ) 
41 

AR918 
SUB 

S%g NflNCO #2 

42 
/ 44 000180 

18.83 m i n . 
69 

' I ' I 1 l ' l ' I ' l 1 I ' l ' l 1 I 
40 42 44 46 48 

T~*~ 
58 

1 ' I ' I ' I ' 
52 54 

I 1 I ' I 1 I ' I 1 I 1 I 1 I 1 I ' ( 1 ( 1 I 1 I 1 I 1 I 
56 58 68 62 64 66 68 

F i l e >P3295 
Bpk flb 9999 

10000-

0-

J6-0116-008 (1>2) 
41 

AR910 
SUB 

St«£g NflNCO #2 
/ 

42 
/ 44 

Scan 219 
18.33 min. 

69 

I I T 

40 
I ' I ' I 1 I 1 I 1 I ' I ' I ' 1 
42 44 46 48 50 

I ' I ' I 1 1 1 
52 1 54 

I ' l ' I H 1 I 1 I 1 I 1 I ' I 1 T ' I"' I ' I ' 1 ' I 
56 58 60 62 64 66 68 

J6-SI16-S08 (1:2) 

42 
/ 44 
I I 7 

AR9I8 
SUB 

Sl%2 NflHCO F i l e >P3295 
w ftfe888? 

0-

#2 
41 

Scan 219 
18.83 min. 

69 

- i — ) — r 

46 
I ' I ' I ' I ' I 1 I ' I ' i • "I" 
42 44 46 48 

T-J-l 

50 
i • i 1 i 1 i 1 

52 54 
i • i • i » ) • i • i • i » i ' i • i • i • i • i • i • i 
56 58 60 62 64 66 68 

F i l e >P3295 
Bpk flb 9999 

100004 

0-

41 
J6-0116-003 (1:2) 

42 

/ 44 

I I { 

AR918 
SUB 

S%£ NflNCO #2 
/ 

Scan 219 
13.83 min. 

69 

i J T 

40 
l i I i l i I i l > I i l « l i l 
42 44 46 48 

•n-r 
50 

I i l i I • I » 
52 54 

1 i l i l i l i I i l i i ' l i I ' l ' I ' l i I i l i I 
56 58 60 62 64 66 63 

Sample f i l e : >P3295 /Spectrum # 

No data base e n t r i e s / w e r e r e t r i e v e d 

2 i 9 

f 



F i l e >P3295 41 
Bpk flb 24 

0-

I£r0116-008 (l:2'.i AR918 SW-I 
SUB .., 60 b7 

NflNCO *2 

95 
.Scan 244 

2 0 . 7 6 m i n . 

r 000I8I 
7—1 1 — 1 — j — r - i — i — i — j — i — i — I — i — | — I — i — I — I — j — I — I — I — i — | — r - i — i — l — | — i — I — i — i J—r—I—I I I—i—i—1—I i 

40 58 60 70 80 98 108 110 120 130 

F i l e >BIGDB T R O N S - 2 . 2 , 6 , 6-TETRAMETHYL-3-HEPTEN-5-0L 
Bpk flb 3200 _J~- S Z ^ _ 9 5 

2800-

I 
40 

Scan 16297 
0.00 min. 

67 

i — j — i I ' I ' I — I — r — i — r h — I — i — i — i — i — [ — 1 — i — i — i — | — i — r - H — r r - | — i — i — i — r — j — r — i — i — i — ( — I — i — I — i — ( 

50 60 78 83 98 100 110 120 130 
F i l e > BIG D B l ^ r o p e n e , i:-methyl-

56 

Scan 1738 
0.80 min. 

J |'f • . I ' l ' i ' l ' 

58 

40 50 i 1 ' • • i 
60 7G 

• i i I i i i — i | i i i i | i i i i | — i — i — i — i — | — i — i — i — i — i 

80 90 109 110 120 130 

56 

F i l * >BIGDB nCTHYLCYCLOFROFHNE 
Bpk flb 9999 

10000-

57 

Scan 1742 
8 . 0 0 m i n . 

0 - H ' l i i i ' i ' I ' I 
40 50 

' i i i i i i | — i i i—i | i i — i — — r - i — r — i — i — i | i i i — i j i i i — r — j 

60 70 80 90 100 110 120 130 

1 . T R A N S - 2 , 2 , 6 , 6 - T E T R A M E X H Y / - 3 - H E P T E N - 5 - 0 L 
2 . l - P r o p e n e , 2 - M e t h y l -
3 . METHYLCYCLOPROPANE 

5 170 C11H220 
56 C4H8 
56 C4H8 

Sample f i l e : >P3295 Spectrum *: 
Search speed-. 1 T i l t i n g option-. N 

244 
No. of ion ranges searched: 43 

Prob . CAS * CON * ROOT K DK #FLG TILT 7. CON C_I R..JV 

* - i . 25 0 16297 "BIGDB 36 31 1 0 66 45 8 13 
2. 20* 115117 1738 "BIGDB 21 60 2 0 100 53 5 13 
3 . 20* 0 1742 "BIGDB 22 65 2 0 100 53 5 13 



F i l e >P3295 
Bpk flb 65 

50^ 3 9 

0" 

.J6-0116-003 (1:2) AR913 Sld-2 NflWCO *2 
r SUB 

Scan 249 
21.14 min . 

78 
51 
/ 
I 

000182. 

48 
' I ' l — ' I ' I ' I 
44 48 52 

T—|—r— j—I—|—r 
56 

1 

60 
I ' l — ' I ' l 

64 68 
T ' r - i — j i ' | -r-

76 

File > BIGDB 1-jRropene 
Bpk flb 9999 / 

Scan 341 
1.80 min. 

10000- 42 

43 

40 
1 I • I 1 I ' I ' I ' I 1 I 1 r 
44 48 52 56 69 

I 1 I 
64 

1 ' I ' I ' I 
68 72 

1 ' I 
76 

F i l e >BIGDB 1-^ropene 

0-1 

42 

Scan 282 
).00 min. 

40 

44 

- i — I 1 — I — i — I — i — | — i — | — • 1 — i — | — " 1 — > — ! — i — I — 1 — I — ' — I — ' — I — 1 — I — ' — I — 1 — I — 

44 48 52 56 60 64 68 72 76 
F i l e >BIGDB l-i^ropene 
Bpk flb 9999 

Scan 289 
S.00 min. 

10000- 42 

43 

I l i I — i i i | i i i i i — i i ) i — I i I i l — ' i ' l — ' I ' l ' — I ' l ' 
40 44 48 52 56 68 64 63 72 76 

i . i~-Pr opene 
2. i-Propene 
3. 1-Propene 
4. i-Propene 

42 C3H6 
42 C3H6 1 

42 C3H6 
42 C3H6 ' 

Sample f i l e - . >P3295 Spectrum * •• 
Search speed.: i T i l t i n g o p t i o n : N 

249 
No. of i o n ranges searched: 43 

Prob . CAS * CON * ROOT K DK 4FLG TILT % CON C„I 

i . i i * 115071 341 "BIGDB 25 56 1 0 57 61 a 14 
2. 11* 115071 282 "BIGDB 22 62 1 0 68 61 2 14 
3. 11* 115071 289 "BIGDB 22 68 1 0 64 61 2 14 
4 . 11* 115071 304 "BIGDB 22 73 i 0 61 62 2 14 



r i i - . voooqq . . J 6 - 0 1 1 6 - 0 0 8 ( l : 2 i AR918 SW-2 NflNCO «2 

Bpk flb 76 

50-

8- 1 

57 71 
./ ---

III I..I 

87 
/ 

1 1 I 

000183 ^ 
X 

Scan 271 
2 2 . 8 3 m i n . 

158 

1 1 1 1 i 1 1 1 1 1 i 1 1 1 1 i 1 1 1 1 1 1 1 1 1 i 1 1 i ' i 1 1 1 I I 1 1 1 ' ' ' ' i - ' ' 1 ' 1 ' ' ' ' i 
40 68 88 100 120 140 

F i l e > BIGDB flzetidine, 2 - f t e t h y l -
Bpk flb 9999 

Scan 7602 
0 . 0 0 m i n . 

100004 
56 

o-1 [ i ' i 
4 0 

1 1 1 1 1 1 * 1 1 1 1 1 

72 

60 
I ' I 1 1 1 1 1 1 1 1 I 1 1 1 1 I 1 1 1 1 1 1 1 1 1 i 1 ' ' ' | i • ' • 1 1 1 » ' " n | ~ i 
' i s a 1 4 Q 80 100 120 

F i l e > BIGDB flzetidine, 2 - m e t h y l 
E p k flraiii| 4 , 

4<; 

Scan 7602 
0.00 min. 

/ 56 
/ 

0-* I I ' I ' i 1 1 1 1 I ' I I 1 1 1 1 I ' l 1 1 1 I 1 1 • 1 1 1 1 1 1 I 1 1 1 1 I 1 • 1 • I I I I 

48 60 80 100 120 148 
F i l e >BIGDB flzetidine, 2-aethyl-
Bpk flb 9999 ~_ 

100004, 
/ 56 

/ 

Scan 7602 
0-00 min. 

72 

0-1 1 I'I' i I 1 ' l 1 1 1 1 I'l 1 1 1 1 1 ' ' ' I ' ' ' ' I ' ' « ' I ' ' ' ' I ' ' ' ' I ' ' ' 1 I ' ' ' ' I 
40 60 80 100 120 140 

i . A z e t i d i n e , 2~wethyl 71 C4H9N 

'^at>t>l£ f i l a - >P3295 -Spectrum # = 271 
Search speed: 1 T i l t i n g option-. N No. of ion ranges searched: 46 

Prob CAS * CON * ROOT K DK #FLG TILT % CON C„I R_IV 

1 . 11* 19812498 7602 "BIGDB 21 31 0 48 61 13 

f 



F i l e >P329S 

— 

0-

J6-0116-083 ( 1 : 2 ) AR918 SW-2 HANI 
; SUB 

37 5/ , 7̂ 5 * _ 95 

J?4 *2 Scar. 283 
f 23.76 m i n . 

000184 

F i l e >P329S 

— 

0-
1 I ' r ' l i I ' I ' I ' I ' I I ( ' I ' l i ' l | ' i 1 i i '( i r 1 1 | 1 1 l 1 i 

40 60 80 100 120 140 

F i l e >BIGDI 
Bpk flb 999* 

10000-

0-

) Benzene, 1 ,4-difluoro- < 
) 

37 S 7 63 83 95 

y i 1 ' i ^ 

1 4 Scan 24181 
; 0 .00 m i n . 

116-

F i l e >BIGDI 
Bpk flb 999* 

10000-

0-

40 60 80 108 120 148 

F i l e > B IGDl 

0-

3 Benzene, 1 , 2 - d i f l u o r o - 1 

l 

38 e ? 63 - c 88 95 

/ Z..r. i. ...y 

1 4 Scan 24179 
f 0 .08 m i n . 

116 

40 60 80 100 120 140 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0-

g Benzene, 1 , 3 - d i f l u o r o - t 

-
38 C 7 63 gg 95 
y / / ' 5 / _X 

1 4 Scan 24188 
;. 0 .00 m i n . 

116 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0- T | i ' 1 ' f ' t ' t ' i " i " f 1 | 1 I T T ' t ' l ' 1 1' i 1 ) " 1 ' i I ' I ' i 1 1 1 i | i i i i | 1 

40 68 80 180 
' i i 1 i i i i j i i i i l i i i i I i 

120 140 

1. 
2 
3 
4 

Benzene, 
Benzene, 
Benzene, 
Benzene, 

1,4-
1,2-
1,3-
1,4-

difluoro™ 
d i f l u o r o -
d i f l u o r o -
•dif l u o r o -

114 C6H4F2 
114 C6H4F2 
114 C6H4F2 
114 

Sample f i l e - . 
Search speed : 

>P3295 Spectruw #•. 
1 T i l t i n g option: N 

283 
No of ion ranges searched •• 41 

Prob. CAS # CON # ROOT 

1. 96* 540363 24181 "BIGDB 
2. 89* 367113 24179 "BIGDB 
3. 86* 372189 24180 "BIGDB 
4. 64* 540363 24611 "BIGDB 

K DK *FLG TILT % CON C_I R. 

84 5 1 0 100 0 72 96 
65 20 1 0 100 1 66 73 
67 18 i 0 100 6 59 77 
51 30 1 0 88 24 28 43 



F i l e >P3295 
Bpk. fib 39 

J 6 - 0 1 1 6 - 0 g § (1 s 2 :< 

8-

40 

• ' M I 

SS 
/ 
I,.I 

77 

(. 

RR918 SW-2 
SUB 

95 97 

NflNCO «2 Scan 293 
24.91 m i n . 

I ' ' ' 
40 

I i i i i I i i i t i i 

68 
i i i ( i 

80 

1.1 I ,1 

1 1 5 152 

,,, f, 000185 
t — i — I ( I I I I — | i i 

190 
[ I I I i | I I ( I ( I I I I ( I—f I I—(—I 

128 140 

F i l e >P3295 
B p k "Mil? 40 

J 6 - 0 1 1 6 - 8 g £ 
/ 

' ' " l ' 

55 

( 1 : 2 ) 

77 
/ 
! , I 

AR918 SW-2 
SUE 

95 97 

r - T - r -

40 
, , , , „ , , . , , . . . j . - | . - , « . . , , , , . 

69 
' 1 1 I ' 

80 

I I 111 I .1 

NflNCO *l 

115 

l l . l 1 l 

Scan 298 
24 .91 m i n . 

152 

( 1 : 2 ) 

77 
/ 

i i i I i i i i I i i i 

100 
AR91S SW-2 

i i i i i i i i i i i i i 

128 140 
NflNCO #2 F i l e >P3295 

B p k fi100W 40 

0-

55 
/ 

I, I,.I 

SUB 
95 9^ 

I i I , i ,1 I 

•J " I 1 ¥'"7 I 

40 
I ' ' ' " . i ' 

60 
i i i i i 

80 

l l l l ,1 11,1 I I 

Scan 298 
24 .91 m i n . 

152 

1 1 ' i * 1 1 1 i 1 

100 
|—1—T—I r~T"l—I I | " " |—1»| •••!" | | | | | | ' j " | 

12*0 140 
F i l e >P3295 
Bpk flb 9999 

100004 40 

0-

J6-0116-0g§ 
/ 

i n 1 

55 
/ 

11 

CI :2) 

77 
/ 
I , 1 

AR918 SW-2 
SUB 

95 97 

I 1 1 1 1 

40 
I 1 1 1 1 1 1 1 1 1 I 1 

66 
1 1 1 l 1 

80 

I .! 

NflNCO * 2 

115 

l l . l I I 

Scan 298 
24 .91 m i n -

152 

1 I 

1 1 1 I 1 1 1 1 I 1 1 1 

100 
I | I I I I I I I I I | I I I I I I I I I I I 

120 140 

S a n p l e f i l e - . >P3295 S p \ c t / u w 4 

No d a t a b a s e e n t r i e s w e r e 

298 

i e v e d . 



F i l e >P3295 
Bpk Ab 42 

40-

0-
-

> 4 

.1, 

d J 6 - 0 1 1 6 - 8 0 

s? ~" 
/ 

3 ( 1 : 2 ) AR918 SW-2 NflWCO f £ n r\ i n £ Scan 384 
SUB U J U . . „ o b 2 5 . 3 7 m i n . 

85 
7 7 ^ * ? i 0 9 119 140 " 5 

111 • i i i 11 , i h i i , , j i i u 

^—i—i f i |—i i i—j—j—i—i—n—|—i—n—i—i i i—i—i | i—i n—|—n—i—r ( i i—i—i \—i i i i—\ i—i i i J—I i n | i 
40 60 88 100 120 140 

F i l e >BIGDI 
Bpk fib 999^ 

10000-

0-

! <§ f ^ - 4 (METHYLAMIN 
i 

{ 

*• 

0 ) B U T - 2 - E N 0 I C ACID Scan 6873 
8 . 0 0 m i n . 

100 l i S 

{ | 

F i l e >BIGDI 
Bpk fib 999^ 

10000-

0- -, r -

40 
T — 1 | 1 1 1 1 | 1 1 1 1 

69 80 180 120 148 

F i l e > BIGDl 

( 

0-

f ( | 
| ^ - 4 iHETHVLfiMIH 
t . 

0 ) B U T - 2 - C N 0 r C AC I » s can 6873 
- 0 . 0 0 m i n . 

'0 
s 

100 115 
/ | 

F i l e > BIGDl 

( 

0- 1 ' 

40 60 30 100 129 140 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0-

B t i jf^-4 tFIETHYLflfUN 

f -

0 ) B U T - £ - E N O I C ACID Scan 6873 
0 . 8 0 m i n . 

>0 

100 1 1 5 

/ | 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0- T ,_r-
40 

I ' T ' p n i i j i i i i 
60 

i i i i 1 i i i i j i i i i | i i i i 1 i i i i 1 i i i i 1 i i i i 1 i i i i 1 i 
80 100 120 140 

i. ( E) -4 < METHYL AMI NO )BCj(T~2-ENQ 10 ACID (l ^ 115 C5H9N02 

\oi i s 
p i 3 

Sample f i l e : >P3295 Spectru* *: 304 
Search speed-. 1 T i l t i n g option-. N No. of ion ranges searched-. 47 

Prob. CAS * CON * ROOT K DK #FL.G TILT % CON C_I R_IV 

i i. 11* 0 6873 "BIGDB 24 8 1 0 77 65 2 14 



t j, J. c / i ^ i. J 4 • 

Bpk fib 66 

58-

0- r n 

J6-0116-008 (1:2) AR918 SW-2 NANCO **2 Scan 329 

SUB QQ01 3727^29 min'. 
1 ® 9 117 127 

Ii .1 . f T < F~~"T 

56 

it i'i I . 

83 
/ 71 

I., ,.f 
93 

J, 
145 

I 

165 

"*) I l l I l ; I I I I | I I I I I I f I ' l ' f I I I I | I I I I | I I I I | I I I I | I I I I ( I 'l I I | I I I I | I I I I | I r 

48 60 80 100 120 140 168 
F i l e >BI6DB Hexarial JC-JP } 5 , 5 - r r i m e t h y l 
Bpk fib 9999 y 

100004 

8-

Scan 18446 
8.00 m i n . 

41 

I 1 . ,H 

83 
/ 

i , i • 1 JI'I i | 

98 
/' 

109 
/ 

40 1 1 1 1 i 1 i i i i 

60 80 100 120 140 ....... 
169 

F i l e > BIGDB 3-Pen ttarfc.-2-one , 4-meUTvl 
Bpk flb 999? 

10008-f ' 

Scan 18404 
0.00 m i n . 

4 

1 

• 3 
f 

1 i. 

e 

i 

>3 
/ 

40 
11 1 1 | i ' l 1 

60 80 1 
i i i i i 

80 120 L40 160 

File > EIGDB 3-Penten-2-one, 4-meWwl-
Bpk flb 9999 55 ° 

100004 

Scan 18483 
0.00 min . 

0-J 

43 93 
/ f 

1 i i i i i 11 i i i i i i M i l - 1 " i i i 1 hr'T'T 1 1 1 1 1 1 I'TTT i i 1 1 i i i i | i i i i i i i i i 1 T T 

48 68 80 180 120 140 160 

d . 
2 . 
3 . 
4 . 
5-. 

H e x a n a l , 3 , 5 , 5 - t r i c i e 
3 - P e n t e n - 2 ~ o n e , 4-
3 - P e n t e n - 2 - o n e , 4 - f i e t 
i H - P y r a z o l e . . 4 , 5 - d i h 
F u r a n , 2 , 5 - d i h y d r o 

\0% 

4 , 5 - d i M e t h y l -
w e t h y 1 -

142 C9H180 
98 C6H10O 
98 C6H10O 
98 C5H10N2 
98 C6H10O 

Sawple f i l e : 
Search speed-. 

>P3295 Spectrum *= 329 
1 T i l t i n g o p tion: N No of ion ranges searched 

Pr ob . CAS * CON * ROOT K DK *FLG TILT 7. CON c_i R_IV 

1. 24 5435643 18446 "BIGDB 43 20 3 0 136 43 8 12 
2. 1 1 * 141797 18404 "BIGDB 24 36 2 0 45 62 2 14 
3 . 11 * 141797 18403 "BIGDB 23 50 3 0 48 62 2 12 
4 . 11 * 28019945 17944 "BIGDB 25 53 3 0 48 62 2 13 
5. 11 * 59242272 17966 . "BIGDB 30 60 3 0 48 62 2 13 

r 



F i l e >P3295 
Bpk flb 1598 

1000-

J6-0118-803 (1 :23 RlWiS SW-2 NfiNCO *2 
SUB y 

Scan 333 
27.68 min . 

*n 4 2 CA 70 
; / y V 82 145 168 

0-Jl. I.I ,1 .. 1,1.1.1 I.i.l /. ,. : • I ..I I I • • • ' / ^ 
i | i '< i i | i i i ' i | i i i i | i r i i ( i i i i | i i i i | i i i i [ i ) i i | i i i i | i i i i |' i i i i | i i i i | i i 

48 68 88 100 120 148 169 

00018.8 

F i l e PRIPOL TOLUNE-dS (SURR) 
Bpk flb 9999 

10000-

0-

98 VO Scan 450 
O.OO min. 

42 
/ 54 

/ / 32 
/ 

I'I'I i11 I | 111 i i | i I I i11 i i i i [ i i i i | i i i 
60 

131 

i i i i i i i i i I i i i i r i i i i i i i ' 

40 60 88 
F i l e > BIGDB 2 (3H)-Fcu£ranQne~J 5-me thy 1-

100 120 140 160 

/ 

40 
I'l I'i'l'l 

98 
f 

Scan 17933 
8.80 min . 

7 f 
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SaMple f i l e - . >P3295 Spectruw # •• 
Search speed: i T i l t i n g o p t i o n : N 
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No. of i o n ranges searched 42 

Prob . CAS # CON * ROOT K DK *FLG TILT % CON C__I R„ JV 

i . 44 450 158 PRIPOL 73 25 2 0 83 31 16 27 
2 . 30* 59 i i 2 8 17933 "BIGDB 27 73 3 0 105 31 12. 13 
3. 25* 4975217 17930 "BIGDB 22 69 2 0 270 47 7 13 
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SaMple f i l e ; 
Search speed 

>P3295 Spectrum *: 
1 T i l t i n g option: N 
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No. of ion ranges searched 41 

Prob . CAS * CON * ROOT K DK *FLG TILT % CON C _ I R. 

1 . 74* 1072851 43320 "BIGDB 65 42 2 0 80 14 39 44. 
2 . 74* 1073069 43321 "BIGDB 67 46 2 0 80 11 39 46 
3 . 7 1 * 460004 43322 "BIGDB 60 50 2 0 80 12 38 37 
4 . 62* 451 144 PRIPOL 66 50 2 0 73 28 25 45 
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QUANT REPORT 

Operator I I ) : MORRIS 
Output F i l e : AB3747::AQ 
Data F i l e : >B3747-. «D1 
Name: J6-Q116-008 
Misc: NJ DEP NANCO # i 

Quant Rey: 4 Quant Time 
I n j e c t e d at 

D i l u t i o n Factor 

861023 09 = 57 
18=13 

BTL# 3 

ID F i l e : IDEPAi:=NA 
T i t l e : IDEPA BNA 
Last C a l i b r a t i o n : 861023 09:48 

000193 

Compound R. T . Scan* Area 

•• 1) #1,4~DICHL0R0BENZENE-d4 12. 85 407 109412 
14) *NAPHTHALENE-d8 16 . 69 596 357809 
23) Naph thalene 16 . 75 599 13186 
24) 4-Chlor o a n i l i n e 17. 04 613 17977 
27) 2-Methylnaph thalene 18. 95 707 63645 
28) *ACENAPHTHENE-dlQ 22 . 27 870 164872 
41) 2,4-Dinitrotoluene 23. 03 907 11773 
45) Fluorene 23. 94 952 26519 
47) #PHENANTHRENE-d10 26. 83 1093 297338 
49) N-Nitrosodiphenylamine 24 76 992 74585 
53) Phenanthrene 26. 89 1096 58537 
57) *CHRYSENE-dl2 35 00 1493 222019 
62) bis(2~Ethylhexyl)Ph thala te 35 57 1521 260516 
64) *PERYLENE-di2 39 12 1695 92688 
65) Di-n-Octyl Phthalate 37 37 1609 283959 
72) * 1,4 Dichlorobenzene(IS) 12 85 407 109412 
73) Phenol-d5(Surr) 12 20 375 108447 
74) 2-Fluorophenol(Surr) 9 57 24 S 112166 
75) *Naphthalene-d8 (IS) 16 69 . 596 357809 
76) Nitrobenzene-d5 (Surr) 14 .56 491 144890 
77) *Acenaphthene-diO (IS) 22 27 870 164872 
78) 2-Fluorobiphenyl (Surr) 20^ .25 771 243647 
7V) 2,4,6-TribromophenoHSurr) 24 .76 992 72780 
80) #Chrysene-di2 (IS) 35 . 00 1493 222019 
8"! ) Terphenyl-dl4 (Surr) 31 .9.0 1341 273494 

Cone Un i t s 

40 .00 
40 . 00 

JWf\ . 05 
7 9 5 . 3 7 

40 .00 

-335.51 
40 .00 

I r ^ r f r r ^ -
^623.07 

40 .00 

40 . 00 
2 1 6 1 . 9 2 

40 . 00 
34-7-a-r69t 
•2404.23-

4 0 ; 00 
2400—^9-

40 . 00 
.2683 . 0-7 
3L'65 .76 

40 . 00 
4-Q6Q .10 

UG 97 
UG 100 

• U G 3 T ' ^ ' 72 
UG i H . f L - 85 
U G T - J . ^ 78 
UG 92 
U G I 3 . W 90 
UG jo . o ^ 66 
UG 95 
UG 65 
UG 1^-72- 97 
UG 10 0 
U & 1 £ > . 1 ( ' 87 
UG 100 
U G L i . % t 100 
UG , 97 
UG L 5 . 3 6 85 
UG l Z . } 2 89 
UG 93 
UG I f V ^ 9 1 
UG 92 
UG 98 
UG 93 
UG 10 0 
U G l T - / . ^ 97 

* Compound i s ISTD 



TOTAL ION CHROMflTOGRRM 
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Data F i l e : >B3747=:Di 
Name: J6-0116-008 
M i s c : NJ DEP NANCO # i BTL* 3 

Id F i l e : IDEPAi: «NA 
T i t l e : IDEPA BNA 
Last C a l i b r a t i o n : 861023 09=48 

Operator ID-. MORRIS 
Quant Time: 861023 09=57 
In j e c t e d at = 861022 18: 13 

TIC page 1 of 2 



TOTftL I ON CHROMRTOGRflM 
F i l * >B3747 35.0-500.0 amu. J6-0116-008 
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Name: J6-Q116-008 
M i s c : NJ DEP NANCO * i BTL* 3 

Id F i l e : IDEPAi = =NA 
T i t l e : IDEPA BNA 
Last C a l i b r a t i o n : 861023 09:48 

Operator ID: MORRIS 
Quant Time: 861023 09=S7 
I n j e c t e d a t : 861022 18=13 

TIC page 2 of 2 



REFERENCE STANDARD SPECTRUM 
File NflNDBl 1,4 DICHL0R0BEN2FNE d4 
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Data F i l e : >B3747-. = D1 
Name: J6-0ii6-008 
Misc: NJ DEP NANCO # i 
Quant Time: 861023 09=57 
I n j e c t e d at-. 861022 18=13 

BTL* 3 

Compound No: 1 (ISTD) 
Compound Name-. 1 >4~DICHL0R0BENZENE-d4 
Scan Number: 407 
Retention Time: 12.85 min. 
Area: 109412 
Concentration: 40.00 UC 
q-ualue: 97 



REFERENCE STANDARD SPECTRUM 
F i l e NANBB1 NAPHTHALENE d8 
Epk Ab 9998 
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Data F i l e : >B3747=:Di 
Name: J 6 ~ 0 i i 6 - 0 0 8 
Misc: NJ DEP NANCO # i BTL* 3 
Quant Time: 861023 09:57 
I n j e c t e d a t : 861022 18=13 

Compound No: 14 (ISTD) 
Compound Name: NAPHTHALENE-d8 
Scan Number: 596 
R e t e n t i o n Time: 16.69 min. 
Area: 357809 
C o n c e n t r a t i o n : 40.00 UG 
q-value: 100 
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F i l e NANDB1 NAPHTHALENE 
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Data F i l e : >B3747=:Di 
Name: J6-0116-OOB 
Misc: NJ DEP NANCO #1 
Quant Time: 861023 09:57 
I n j e c t e d a t : 861022 18=13 

Compound No: 23 
Compound Name: Naphthalene ; 
Scan Number: 599 
Retention Time: 16.75 min. 
Area: 13186 
Concentration: 109.10 ttG 
q-value: 72 1 1 

BTL# 3 



REFERENCE STANDARD SPECTRUM 
F i l e NANDB1 4-CHL0R0-ANIL1NE 
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Data F i l e : >B3747:=D1 
Name; J6-0116-Q08 
Misc= NJ DEP NANCO # i 
Quant Time: 86i023 09=57 
I n j e c t e d a t : 861022 18=13 

Compound No= 24 
Compound Name: 4-Ch1 oroani1ine 
Scan Number: 613 
Retention Time: 17.04 min. 
Area: 17977 
Concentration: 494.05-UG 
q-value: 85 lU.pT^ 

BTL* 3 
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0116-008 

71 

NJ DEP NANCO «1 Scan 707 
18.95 min. 

-

i'l'l'l' ' )'rl I'l | I'l'l'l 
40 60 80 

115 131 
/ 

141 166 
134 

I I'l'i'i'M-i'i'n'l'I'f i'i'n'1'/1 i'l'l'l I'M'l'/I'I i'l'i'l'l'l i'in I'/I m 11 111 '|'ii*/'̂ ~0 
100 120 146 166 

-80 

-40 

180 

Data F i l e = >B3747= -.Di 
Name: J6-0116-008 
Misc= NJ DEP NANCO *1 BTL* 3 
Quant Time: 861023 09=57 
I n j e c t e d at= 861022 18=13 

Compound No= 27 
Compound Name: 2-Methylnaphthalene 
Scan Number: 707 
R e t e n t i o n Time: 18.95 min. 
Area: 63645 
C o n c e n t r a t i o n : <793-<^"~UG 
q-value = 78 -7 ? Jr ̂  



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl ACENAPHTHENE d l 0 
Bpk Ab 999? 

8088-

4000-

is; 
164 

80 90 
132 

Q-lt ̂n, t.Mt. ...IJ.I, i,lJI< , i f i , •• , 1,n , • • , ,<il,l , , ^itlli-
40 88 120 160 

000201 
Scan 19 

0.00 in i n . 

225 
264 

X. 
i 1 1 1 | i i i I i i — i '| I i 

200 
1 1 1 i 1 

-80 

-40 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
J 6 - 0 1 1 6 - 0 8 8 NJ DEP JlttNcO *1 F i l e >B3747 

Bpk Ab 32292 

20000-

0-

54 

, 11 f 

86 96 

I i l l . . 

40 89 

SUB16 

132 
/ 

204 
/ 

120 160 
•\ 1 1 v t 

200 

J24 

i l 

Scan 870 
22.27 min. 

-88 

-40 

'' ' * I ' 
240 

•-0 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 33096 41 J 6 - Q 1 1 6 - 0 0 8 NJ DEP. , NANCO *1 

lt>4 162 

20000-
69 

97 115 

9- \ tp-̂ ll 11, nlj!l| x̂ lli llj, i^,i|lll| mjm|lii |ill|i<i|tH)HniH|lil)|i, yiin/il 1 
46 86 120 166 

208 
224 

'̂'*"| I'V'I 1 •?•( 1 1 ( 1 1 1 1 1 1 1 

Scan 878 
22.27 min. 

-30 

•40 

-8 
200 240 

Data F i l e : >B3747-. : Di 
Name: J6-0116-008 
Misc: NJ DEP NANCO # i BTL# 3 
Quant Time: 861023 09=57 
I n j e c t e d at= 861022 18=13 

Compound No= 28 (ISTD) 
Compound Name-. ACENAPHTHENE-d 10 
Scan Number = 870 
Retention Time= 22.27 min. 
Area: 164872 
Concentration: 40.00 UG 
q~value: 92 



REFERENCE STANDARD SPECTRUM 

TZU2 Scan 29 
©.GO min. 

-8Q 

185 285 -40 

-0 

F i l e NANDBl 2,4-DINITRO TOLUENE 
Bpk Ab 999? 63 e/ 

/ 
8000-

51 
4006- / 

Q-ll. 1,1 .lltlill, 
40 80 

165 
119 

139 
152 

IllH ., Ill- , , , ,• I 
120 16 

^ — I I U>\' i — I I "(i I • 
200 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 24276 

J6-0116-008 

20800-

10000-

NJ DEP NANCO #1 
SUB 1 5 5 170 

/ 

3 9 t o 9 7 

I l [In J ii j ill |„ i| > ,n|u i, i ,\lv ̂  m| i, ,i jii >i[i. .jilllji.ii, i.î Ki LI, 

115 123 

i ^ 
40 

Scan 907 
23.03 min. 

-80 

136 

ill l, ll , . M.I 

216 

80 128 160 200 

-40 

>-0 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 30944 

20000-

41 J6-0116-008 NJ DEP .UANCO *1 
, 178 

69 
/ 31 115 123 

/ / 

40 
llllilllj, Ulllljllllnljlljlln iiiju.lj ii [ililji.lijilllililY.i.tjlllihi ijllllliij. i,|iiJ|l,l,|. ^.il^,. ^„ ^i.fj.. ^ ^ ^ • 

80 120 160 200 

Scan 907 
23.03 min. 

-80 

!84 -40 

t-0 

Data F i l e : >B3747-. -.Di 
Name: J6-0116-008 
Misc: NJ DEP NANCO * i BTL* 3 
Quant Time: 861023 09-.S7 
I n j e c t e d at-. 861022 18-.13 

Compound No: 41 
Compound Name: 2,4-Dinitrotoluene 
Scan Number: 907 
Retention Time: 23.03 min 
Area. 11773 
Concentration: .137 . 60 "UG 
q-walue: 90 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl FLUGRENE 
Bpk Ab 999? 166 

8000-

4000- 50 
63 32 139 

115 

163 

40~ 8"0 120 
l|HI , 11 • | 111 11 • , ,1 [11 

19 

000203 
196 

200 

Scan 54 
0.08 min. 

-88 

-40 

0 r" i i j • r 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 _, 

40000-^ 

J6-0116-008 
SUB 

NJ DEP NANCO «1 Scan 952 
23.94 min. 

T 
40 

71 

85 

113 127 

/ 

182 
155 "v 
/ -

19T 
226 

80 
u ., ..,iulj i., |Hl.|. y..tu, ,.III|.I.I|..I|UIH ,i..yili., f- | 

-88 

-40 

-0 
120 160 200 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 57 J6-0116-008 NJ DEP NANCO *1 
Bpk Ab 96504 

80000-

40080-

0Jil 

71 
/ 

40 

85~ 
141 

1 R K \ f S 202 111 

80 

Scan 952 
23.94 min. 

SQ 

-4Q 

120 160 200 

Data F i l e . >B3747= -.Di 
Name = J6-0116-008 
Misc: NJ DEP NANCO #1 
Quant Time: 861023 09=57 
I n j e c t e d at= 861022 18=13 

Compound No= 45 
Compound Name = Fluorene 
Scan Number = 952 
Retention Time= 23.94 min. 
Area= 26519 
Concentration: 335.51 UG 
q-value: 66 \Q ^Q, 

BTL* 3 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl PHENANTHRENE d i d 
Bpk Ab 999? 188 

8800-

4000-

Scan 175 
0.00 min. 

0 J T -

30 94 

. I .1 

158 168 

40 80 120 • • 1 I 
,LL 

000204 lee 
190 

I I I I I I I 

240 

-40 

Q 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
NJ DEP NANCO *1 

188 
F i l e >B3747 
Bpk Ab 66152 

40000-

57 
J6-0116-008 Scan 1093 

26.83 min. 

T 
40 

71 
/ 

y 

113 158 160 99 

{ y 
254 

225 \ / • 
»' 1 I i I I I • V-0 

-50 

•40 

80 120 168 200 
T 

240 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 111752 

50000-

57 
y 

J6-0116-008 NJ DEP NANCO #1 Scan 1893 
26.83 min. 

71 188 

158 160 

40 

99 " 3 

/ y 
<|Ua|IlL i,ii^iil[jllj..i[ii<)lil^iiyi.ii|<inii.[,i.jlit|i..1iii^ili|t..|.iii|,..1iili|iii^ \ \ . .yiMji | , 

218 254 

-80 

-40 

80 120 160 200 S40 

Data F i l e : >B3747= :Di 
Name: J6-0116-008 
Misc: NJ DEP NANCO #1 
Quant Time: 861023 09:57 
I n j e c t e d at-. 861022 18:13 

BTL* 3 

Compound No: 47 (ISTD) 
Compound NaMe: PHENANTHRENE-dlO 
Scan Number-. 1093 
R e t e n t i o n Time: 26.83 min. 
Area: 297338 
Concentration-. 40.00 UG 
q-value: 95 



REFERENCE STANDARD SPECTRUM 

163 

F i l e NANDBl N-NITROSO DI PHENYL AMINE 
Bpk Ab 9999 

8000-

4000-

0 

169 

51 34 
/ 

115 
/ 

000205 

40 80 120 160 200 240 280 320 

Scan 31 
0.00 min. 

-88 

-40 

-8 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 100769 

80000-

57 
J6-0116-008 NJ DEP NANCO »1 

48800-

SUB 
Scan 992 

24.76 min. 

71 

i 
113 
/ 

141 

y 
169 330 

IZ3 !50 X 

40 
f*H-f 
80 120 

[ ' ' ' I 

168 200 

-88 

-40 

»H0 
240 280 320 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 151553 

J6-0116-003 NJ DEP NANCO »1 

100000-

0 J 

Scan 992 
24 .76 min. 

4 

71 

40 80 

113 
/ 

141 

y 
169 

258 
/ 

330 

120 160 200 240 
I ' ' ' I ' ' ' I 

280 
1 1 t 
320 

-80 

-40 

0 

Data File - . >B3747= -.Di 
Name: J6-0116-Q08 
Misc: NJ DEP NANCO * i BTL* 3 
Quant Time: 861023 09:57 
I n j e c t e d at= 861022 18-. 13 

Compound No: 49 
Compound Name: N-Nitrosodipheny1amine 
Scan Number: 992 
R e t e n t i o n Time: 24.76 min. 
Area: 74585 
C o n c e n t r a t i o n : 4760.20 UG 
q-value: 65 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl RHENANTHREN 
Bpk Ab 999? 178 

8080-

4000- 44 

• / 
0-1 

152 
/ 

182 

T 
40 

76 8 9 

7 y 126 
' l I' I l " 1 * ! ' I " I 1 ' I I " " ! " ! " I ' I I 1 lI'llV'"!" I • I " t ' " ' l 1 I I I I I I I I I I . I I I ! 

120 160 200 240 

000206 
Scan 32 

O.00 min. 

-80 

-40 

© 
80 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
J6-0116-008 NJ DEP NANCO »1 F i l e >B3747 

Bpk Ab 195385 
2000004 

180800-

57 
/ 

SUB 
Scan 1096 

26.89 min. 

0-V 

71 

99 
/ 

113 

48 

178 
141 191 

211 !54 

-88 

-40 

80 120 160 200 
i . ! v •••VL-0 
240 

SAMPLE SPECTRUM (UNALTERED) 
File >B3747 c-
Bpk Ab 221953 *J 

200080^ 

100000-

J6-0116-808 

71 
/ 

NJ DEP NANCO *1 Scan 1096 
26 .89 min. 

-88 

40 

99 1 13 
141 

178 

j i / ~x / y 

fM̂4n7„,̂n|„,l„.|ni1.„y„.|iilT„r,̂.r.,li,¥„,|.„l,..l,.,..iVi.r.v,ri,.| v„, , r.Y rrv
Le 

191 
210 254 H 0 

88 120 168 280 248 

Data File-. >B3747: •• DI 
Name: J6-0116-008 
Misc: NJ DEP NANCO * i 
Quant Time: 861023 09 
I n j e c t e d a t : 861022 18: 

BTL* 3 
57 
13 

Compound No: 53 
Compound Name-. Phenanthrene 
Scan Number: 1096 
R e t e n t i o n Time: 26.89 min. 
Area: 58537 
C o n c e n t r a t i o n : ^23.07 UG 
q-value = .97 \t?ly 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl CHRY2ENE d l 2 
Epk Ab 999? 246 

8000-

4000- 66 
106 120 

/ - - ^ 208 
N I I 156 • 

40 80 120 160 200 240 

000207 

Scan 188 
8.00 min. 

-80 

281 

[ . \ 
283 

341 
/ T 32( 

H 0 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 39848 c 7 

40000-

J6-0116-808 
iUB 

NJ DEP NANCO *1 
240 

20000-

0-Jk-Jŷ  
40 

85 
120 
/ 

212 

7 X. | 
80 120 160 200 2' 

Scan 1493 
35.80 min. 

-88 

25: 

240 
t \ 'i | i i |* i 

295 
-40 

H3 
280 320 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 47584 

48000-

43 J6-8116-008 

20000-

NJ DEP NANCO #1 

240 

Scan 1493 
35.68 min. 

85 
111 

155 
203 

X 
40 80 120 160 200 240 

281 
295 

T Ii'i | f i i ( i i I | i i i | i i i | i i 

-80 

-48 

-Q 
280 320 

Data F i l e : >B3747:=D1 
Name: J6-OU6-008 
Misc: NJ DEP NANCO * i BTL# 3 
Quant Time: 861023 09:57 
I n j e c t e d at= 861022 18=13 

Compound No= 57 (ISTD) 
Compound Name-. CHRYSENE-di2 
Scan Number: 1493 
R e t e n t i o n Time: 35.00 min. 
Area: 222019 
C o n c e n t r a t i o n : 40.0 0 UG 
q-value: 100 



REFERENCE STANDARD SPECTRUM 
File NANDBl bis(2-ETHYL HEXYL) PHTHALATE 
Bpk Ab 9999 lJ" 

8008-

4000-
57 
/ 

50 

113 
\ 

000208 

168 253 279 3 4 1 

/ 
342 

Scan 185 
0.00 min. 

-8© 

429 -48 

100 150 200 250 300 350 400 
L© 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 68715 

40000-

0 

J6-8116-8 NJ DEP NANCO *1 
SUB 

57 167 

r 248 279 281 

J J j / •l iV» | V l ' l V | » 1 * \ ' t | 1 1 1 l " | 1 ^ 1 1 | ^ 1 1 1 | 1 1 1 1 | 1 1 1 1 ) 1 1 I I 1 1 1 1 | 1 1 1 1 | 

50 

Scan 1521 
35 .57 min. 
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-40 

-0 
100 150 200 250 308 350 408 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 

40080-; 

J6-0116-^)^3 NJ DEP NANCO *1 

57 
/ 

83 

50 100 

167 

¥iM'fp^i'kY'iKrwrryft ri iYi irrif 111If 

279 281 

158 200 

229 
i H'I f 11 |T i 1111111 11111) 11 11 [ 111111111 
250 300 350 400 

Scan 1521 
35.57 min. 

-SO 

-40 

-0 

Data F i l e : >B3747= -.Di 
Name: J6-0116-008 
Misc-. NJ DEP NANCO *1 BTL* 3 
Quant Time: 861023 09-.57 
I n j e c t e d a t : 861022 18=13 

Compound No= 62 
Compound Name: bis(2-Ethvlhexy1)Phthalate 
Scan Number = 1521 
Retention Time: 35.57 min. 
Area = 260516 
Concentration; 2-558 .•6-gr"UG 
q-value: 

) 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl PERYLENE d l 2 
Bpk Ab 999? 264 

8000-

4000-

0-

45 118 132 207 

000209 
Scan 1? 

0.00 min. 

h80 

325 414 U 0 
y \ / 177 ^ \ 355 

M i K A»| • W, •, MI , • \,,'., ,'i • A . • • •V'?"̂  . f>.... i .»• J ' ^ f , ^ 
50 100 150 200 250 300 350 400 

•8 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED3 
J6-&116-^|| : NJ SEP—NANCO «i F i l e >B3747 

20000- 4 3 

0" 

SUB 

35 

y 
50 J00 

167 
264 
/ 

232 
/ 1 

387 
/_ 

$08 

Scan 1695 
39.12 min. 

-80 

-40 

-8 
150 200 250 380 350 400 

SAMPLE SPECTRUM (UNALTERED) • 
F i l e >B3747 
Bpk Ab 53584 

J6-0116-

m 
NJ DEP NANCO *1 

40000-

20000-

43 

85 

y 
50 100 

Scan 1695 
39 .12 min. 

-80 

167 

y 
287 264 

/ 307 308 

* w h ' f i v ? \ * \IT i'rx 11 |Tni i h \H i i^iT1111111111111111111 4) 
158 200 250 300 350 400 

Data F i l e : >B3747= =Di 
Name: J6-0116-008 
Misc-. NJ DEP NANCO * i BTL# 3 
Quant Time: 861023 09=57 
I n j e c t e d at= 861022 18=13 

Compound No= 64 (ISTD) 
Compound Name= PERYLENE-d12 
Scan Number: 1695 
R e t e n t i o n Time= 39.12 min. 
Area: 92688 
C o n c e n t r a t i o n : 40.00 UG 
q-value: 100 



REFERENCE STANDARD SPECTRUM 
F i l e MAWDBl DI-N-QCTYL PHTHflLATE 
Bpk Ab 999? 

80O0-

4000-

0J 

5? 

l ,H, 
104 

40 

000210 

279 
167 261 s 

j 

Scan 269 
0.00 min. 

-80 

390 -48 

12V ' 16V ' 200" ' 240' '" 280 ' '320 360' 
-0 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
--J6-011^-^88 

104 

NJ DEP NANCO *1 F i l e >B3747 

40000-

SUB 

43 

y 167 
/ 

197 

T 

40 30 120 r 
160 

265 

1 1 l 1 f »"'.'" T' ' ' I ' I ' I 
200 240 280 320 

279 

yy 
133 

Scan 1609 
37.37 min. 

-80 

-48 

iH5 
360 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 77672 

88800-

4000O-
43 

J6-011 

83 

08 NJ DEP NANCO *1 

T 

40 

167 

80 120 

265 

X y 
293 

160 
r t ' r > ir ,i" tr"' , ,T 1 • 1 • 1 

200 240 280 320 
4-

Scan 1609 
37 .37 min. 

-80 

-40 

-0 ' f ' — r - i 
360 

Data F i l e : >B3747-. = Di 
Name: J6-0116-008 
Misc= NJ DEP NANCO # i 
Quant Time: 861023 09=57 
I n j e c t e d at = 861022 18=13 

Compound No= 65 
Compound Name = Di-n-Octyl Phthalate 
Scan Number = 1609 
Retention Time-. 37.37 min. 
Area: 283959 
Concentration •. 
q-value: 100 

BTL.# 3 

-S4r6-i-r^2~ UG 



REFERENCE STANDARD SPECTRUM 
File NANDBl 1,4 II ICHL0R0BEN2ENE d4 
Bpk Ab 999? l J J 

8600-

4000-

0-

52 115 

50 100 150 

000211. 0 .00 min. 

169 233 264 
X / / 

i i H | i i i i i i i I ' I | ^'i i i | i *i S I l I I I I ' l I f ' i i i i i ̂  V I I I I I I I I I I I M i l l I I I 

200 250 300 350 

329 
N. cl 9 8 
"V / 

1 1 1 1 | *i 111 1 1 1 1 1 1 1 1 1 1 i i ,i 1 

' " 400 

-80 

-48 

0 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 46520 

40000-

20000-

0 

52 
/ 

06-0116-8^0.: 

/ 

115 

NJ DEP NANCO *1 
SUB 

50 
l'V i \ i e'Pi )• 1111 

_..1.00 

154 

p 1 1 1 1 1 1 1 1 1 1 1 1 11 111 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 i r 

158 200 250 388 

Scan 40 7 
12.85 min. 

-40 

358 408 

SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 46520 

40008-

20000-

0-» 

52 
/ 

J6-0116-

115 

NJ DEP NANCO *1 

58 

154 

Scan 407 
12.85 min. 
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-Aid 

i \ i M'I i r 111 p 111 r 111111111111 11111111111111111111111111111 II 

108 158 200 250 300 350 469 

L0 

Data F i l e : >B3747::Di 
NaMe: J6-0ii6-008 
Misc: NJ DEP NANCO 41 
Quant Time: 861023 09--57 
I n j e c t e d at-. 861022 18:13 

Compound No = 72 (ISTD) 
Compound Name: 1,4 Dich1 orobenzene(IS> 
Scan Number: 407 
Retention Time: 12.85 min. 
Area: 109412 
Concentration: 40.00 UG 
q-value: 97 

BTL* 3 



REFERENCE STANDARD SPECTRUM 
File NANDBl PHENOL cJA, 
Bpk Ab ?3?9 Jy 

S08&-

4000-

0-

71 
000212 

50 

203 

I ' I i 

0 150 

Scan 186 
0.00 min. 

488 

50 ' ' 260 ' ' 250 ' ' 3^0 ' ' 350 ' ' 460 ' ' 450 

-40 

8 

SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 23088 

20060-

• 
10000-

J§-0116-088 NJ DEP NANCO *1 
SUB 

71 

50 

188 

1 1 1 1 I 1 1 r 1 

. 100 150 200 250 
1 ' ' ' ' I 1 1 1 1 

300 350 400 

Scan 375 
12.20 min. 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 23088 

20000-

10000-

J^0116-008 

100 

NJ DEP NANCO #1 

1 1 I 1 

Scan 375 
12 .28 min. 
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-40 
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450 

Data F i l e : >B3747=:Di 
Name: J6-0116-008 
Misc = NJ DEP NANCO * i 
Quant Time: 861023 09=57 
I n j e c t e d a t : 861022 18=13 

Compound No= 73 
Compound Name= P h e n o l ~ d 5 ( S u r r ) 
Scan Number = 375 
R e t e n t i o n Time: 12.20 min. 
Area: 108447 
C o n c e n t r a t i o n : -£*7£-r<J7> UG 
q-value: 85 / _̂  

(eg. 3^ 

BTL* 3 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl 2-FLU0R0 PHENOL 
Bpk Ab 999? 6 4 112 

Q-J 

8000-
38 

4080-j y 

L I( I IM||I I I)I Jnlll 
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40 60 80 1 00 

n n n o -\ ^ 
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Scan 194 
0 . 8 0 m i n . 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTEDJ 
F i l e >B3747 
Bpk Ab 28576 
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20000-
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SUB 
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Scan 245 
9.57 min . 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 28576 

50000-

J 6 - 8 1 1 6 - 0 0 8 
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29 

0-iillljliiH 

92 

48 68 88 
' I ' l 
100 

NJ DEP NANCO #1 
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1 I ' I ' I ' I ' I ' I 1 I ' I ' I 1 I 
120 148 160 180 208 

Scan 245 
9 .57,: min . 
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-40-

-0 

Data F i l e : >B3747= = D1 
Name: J6-0116-008 
Misc-. NJ DEP NANCO #1 
Quant Time: 861023 09=57 
I n j e c t e d at= 861022 18=13 

BTL* 3 

Compound No= 74 
Compound Name -. 2-F1 uorophen0 1 (Sum ) 
Scan Number; 245 
Retention Time: 9.57 min. 
Area: 112166 
Concentration: ,B4_Q 1 . 23 UG 
q-value: 89 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl NAPHTHALENE d8 
Bpk Ab 9998 136 

8000-

4000-

0-

Scan 5 
0.00 min. 

54 66 
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40 88 120 

000214 
275 

• i 1 

160 200 240 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 329 : 

80088-

J6-0116-088 

40000-

NJ DEP NANCO *1 

54 108 

Scan 596 
16,69 min. 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 829: 

80000^ 

J6-0116-088 

40000-
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Scan 596 
16 .69 min. 
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>-0 

Data F i l e : >B3747= =Di 
Name: J6-0116-008 
Misc: NJ DEP NANCO #1 BTL* 3 
Quant Tine-. 861023 09 = 57 ; 
I n j e c t e d at= 861022 18=13 

Compound No= 75 (ISTD) 
Compound Name= Naphthalene-d8 ( I S ) 
Scan Number = 596 
R e t e n t i o n Time= 16.69 min. 
Area= 357809 
C o n c e n t r a t i o n : 40.00 UG 
q-ualue: 93 



REFERENCE STANDARD SPECTRUM 
File NANDBl NITRO BENZENE d£ 
Bpk Ab 999? *f 
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68 88 l'ie' ' 'l 20 ' M ' '160 ' *180 ' '200' ' 

•̂ 80 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED.1 
F i l e >B3747 
Bpk Ab 34936 
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54 

g-J 'I1 •' 1 

J6-0116-008 
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Scan 491 
14.56 min. 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 34936 

J6-0116^188 NJ BEP NANCO «1 
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Scan 491 
14.56 min. 
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Data F i l e : >B3747:=Di 
NaMe= J6-0116-008 
Misc: NJ DEP NANCO # i 
Quant Time: 861023 09=S7 
I n j e c t e d at= 861022 18:13 

Compound No: 76 
Compound Name: Ni t r oben zene~d5 ( S u m ) 
Scan Number: 491 
R e t e n t i o n Time: 14.56 min. 
Area-. 144890 
Concen t r a t i on: 
q-value: 91 

BTL*•3 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl ACENAPHTHENE dlO 
Bpk Ab 999? 

80O0-
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30 90 
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J i |iiif|i 1 n i i , i j ^ , . i t i ) M , - f ,1/1,1 f | j | _ 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED3 
F i l e >B3747 
Bpk Ab 32292 
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SUB18 
NJ BEP ^NflNCO * 1 
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Scan 870 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3?47 
Bpk Ab 330?6 

20000-
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NJ DEP. , NANCO *1 
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I* 

208 

Scan 870 
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248 

Data File-. >B3747: -.Di 
Name: J6-0116-008 
Misc: NJ DEP NANCO #1 BTL* 3 
Quant Time: 86i023 09:57 
I n j e c t e d a t : 861022 18=13 

Compound No: 77 (ISTD) 
Compound Name: Acenaphthene~d10 (IS) 
Scan Number: 870 
Retention Time-. 22.27 min. 
Area = 164872 
Concentration-. 40.00 UG 
q-value: 92 

1 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl 2-FLUORO BI PHENYL 
Bpk Ab 999? 

8068-

4008-

0J 

00 n 91 
>-J - i . 

1? 
J 

Scan 25 
8.00 min. 

51 63 85. 
f 

94 
128 133 

/ 

146 

40 
111 |'i i i'i'i • • | i'l'l'l i'l'i'l'l'l i i'i i'i'i i I'i'i'i'i'i'i i'i'I'IM'I'I'I >'•') i I'l'i'i'l'i'i'i • • 111' 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
F i l e >B3747 
Bpk Ab 52872 

J6-8116-088 
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NJ HEP NANCO *1 
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0" 

Scan 771 
20.25 min. 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B374? 
Bpk Ab 52872 

40880-

J6-0116-008 NJ DEP NANCO *1 Scan 771 
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/•I'I'I i n 111 f*-0 
188 

Data F i l e : >B3747= = D1 
Name-- J6~0il6-008 
Misc: NJ DEP NANCO 41 
Quant Time: 861023 09-.S7 
In j e c t e d at= 861022 18=13 

Compound No= 78 
Compound Name-. 2-Fluorobiphenyl (Surr) 
Scan Number: 771 
Retention Time: 20.25 min. 
Area: 243647 
Concentration 
q-value: 98 

BTL* 3 

•£683. 07 UG 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl 2„„4,& TR I BROMO PHENOL t EROMQL1 
Bpk"flb 999? b £ 

800&-

4008-

ooo: 
141 

0-1 . 91 m - J 7 * 222 250 

0- L 14 ^ 1| illfi |tH Jif if HHL up $IM, »nm . |i flni^.l^LpMi, ,»fcH»,i, ,••,[. 
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Scan 88 
3«t?0© min. 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
NJ DEP NANCO *1 F i l e >B3747 

Bpk Ab 129239 57 
J6-8116-88S 

100000-

50008-

JUB 
Scan 992 

24 .76 min. 

71 

i . 1 1. 3 y 183 223 250 

40 80 120 160 200 240 
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-80 

-40 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 151553 

100000-

J6-0116-008 

71 

NJ DEP NANCO «1 Scan 992 
24 .76 min. 
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113 
169 
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24© 120 160 200 
TT i i I i i i I i 
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338 
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11 i i l l b i L Q 
320 

-88 

-40 

Data F i l e : >B3747= . D.i 
Name: J6-0116-008 
Misc: NJ DEP NANCO # i BTL* 3 
Quant Time: 861023 09=57 
I n j e c t e d a t : 861022 18=13 

Compound No: 79 
Compound Name: 2,4,6-Tribromopheno1(Surr) 
Scan Number: 992 
R e t e n t i o n Time: 24.76 min 
Area: 72780 
C o n c e n t r a t i o n : 
q-value: 93 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl CHRYSENE d l 2 
Bpk Ab 999? 246 
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4000-
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Scan 188 
8.00 min. 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED > 
F i l e >B3747 
Bpk Ab 39840 

40080-

J6-0116-808 

28808-
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NJ DEP NANCO *1 
248 

85 
/ 128 2.12 

48 -J30 120 160 200 2i 

Scan 1493 
35 .00 min . 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 47584 

40800-

20000-
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J6-0116-088 NJ DEP NANCO #1 
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85 
111 
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Scan 1493 
35 .00 min. 
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l^- . f^^^^^.f ,^^ ̂  •pTn|̂ ,̂f.̂ t,T̂ f,, ,, (l| ̂  , t f f l , LQ 
30 120 168 208 248 288 

-4© 

}2Q 

Data F i l e : >B3747== Di 
Name: J6-Oii6-008 
Misc: NJ DEP NANCO #1 BTL* 3 
Quant Time: 861023 09:S7 
I n j e c t e d a t : 861022 18=13 

Compound No: 80 (ISTD) 
Compound Name: Chrysene-dl2 ( I S ) 
Scan Number: 1493 
R e t e n t i o n Time: 35.00 min. 
Area: 222019 
C o n c e n t r a t i o n : 40.00 UC 
q-value: 100 



REFERENCE STANDARD SPECTRUM 
F i l e NANDBl TERPHENYL dl4 
Bpk Ab 999? 

Q0O0-

4886-

0-1 
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122 
66 160 212 

000320 
329 414 

| l Llli , I , nfi ,11 L Ii, t|! v \ x j . l j tn i i i I . y I , W i . , i , , , • , , i, , , , , , , • , i , i , , i . , i 
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S c an 15 
0.00 min. 
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-40 

0 

446 . 
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SAMPLE SPECTRUM (BACKGROUND SUBTRACTED) 
J6-0116-008 F i l e >B3747 

Bpk Ab 59248 
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DEP NANCO *1 
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SAMPLE SPECTRUM (UNALTERED) 
F i l e >B3747 
Bpk Ab 59248 

40000- 43 
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2 ^ DEP NANCO #1 

212 

Scan 1341 
31 .98 min . 

-88 

-46 
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— i i i — \ ~ r 

350 400 
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450 

Data File - . >B3747: = D1 
Name = J6-0116-008 
Misc: NJ DEP NANCO * i 
Quant Time: 861023 09=57 
I n j e c t e d at= 861022 18=13 

BTL* 3 

Compound No = 81 
Compound Name= Terphenyl-di4 
Scan Number = 1341 
Retention Time: 31.90 min. 
Area: 273494 
Concentration: -M^yfrrTTTUG 

( S u r r ) 

sr<T. 



MS d a t a f i l e he a d e r f r o M >B3747 

S a M D 1 e •• J6-0116--0 08 Operat o r : MORRIS MS 10/22 /86 1 8 •• i 3 
Misc NJ DEP NANCO * i BTL* 
Svs. 1 MS model 96 SW/HU r e v . : IA ALS * : 0 

Method f i l e : MET l -l 0 1 T i> n 1 n g f i l e : MT7936 No. of e x t r a r e c o r d s 1 
S o u r c e teMp . : 20 0 Ana 1 v zer teM D . : 220 Tr an l i f e r l i n e t emp . : 280 

Ch r o ma t o a r a ph i c temperatures 30 . 310 . 0 . 0 0 . 
Chromat ographic t imes , min . 4 . 0 10.0 0.0 0. 0 0 .0 • 
Chr onat oaraphic rate, deg/min: 8.0 0 . 0 0.0 0 . 0 0 .0 • • 

>K3747 J6-0116- 0 08 NJ DEP NANCO #1 ooc Of? -| 35 . 0 1 500 . 0 TIC 

P ea l< R . T. f i r s t max l a s t p e a l< r a w co r r . c o r r % of 
* win . scan scan s can h e i g h t area area % max . t o t a r 

" 1 7 . 541 142 145 152 124044 389537 375352 4. 43 . 236 
S<2 9. 568 241 245 252 135388 516446 497934 5 . 87 .380 
,3 11 . 717 • 347 351 354 80 463 358296 334867 -* 95 .256 

12 . 204 369 375 385 92142 599656 537637 6. 34 . 410 
5 12. 488 385 389 394 49770 241173 206295 2. 43 . 157 

6 12 . 671 394 398 402 83770 314170 277478 3. 27 . 212 
/J 7 12 . 853 402 407 412 210523 835963 790 072 9 . 32 .603 
8 13 . 178 418 423 428 63479 437 037 343164 4 . 05 . 262 
9 •13. 847 450 456 458 60 089 40 7873 308787 3 . 64 . 236 

10 14. 010 458 464 467 66935 73540 0 34280 0 4 . 04 . . 262 

11 14 152 469 471 475 54863 364279 20 0184 a. 36 . 153 
12 14. 456 481 486 487 52619 342490. 245659 2 . 9 0 . 187 

<Ll3 14 578 487 492 493 101108 820479 38960 2 4 59 297 
14 14. 944 506 510 513 291728 1303336 1010449 11 . 91 . 771 
15 15 309 520 528 53 0 109936 845354 582203 6 86 . 444 

16 15. 411 530 533 536 63442 458804 216307 o 
, 
55 . 165 

17 15 532 536 539 543 51034 479124 215917 P 55 . 165 
18 15. 756 543 550 551 43458 537697 286788 3. 38 . 219 
19 15 898 554 557 560 53 0 45 520868 222695 2 63 . 17 0 
20 16. 081 560 566 570 127140 1389670 892343 10 . 52 . 681 

21 16 304 574 577 579 92874 819598 234493 2 76 . 179 
22 16. 426 579 583 586 85540 846880 388215 4. 58 . 296 

/5 23 16 691 591 596 600 252252 1821743 1359240 16 0 3 1 . 0 37 
24 16 833 60 0 603 607 41922 10 05861 231770 2 73 . 177 
25 9 17 .036 607 613 616 652813 3717377 2739150 32 3 0 2 . 090 

26» 17 321 620 627 629 235754 1773341 1106236 13 04 . 844 
27 17 565 636 639 645 95332 1321503 453767 5 35 .346 
28 17 788 645 650 652 92422 1166583 490997 5. 79 . 375 
29 18 073 659 664 667 149281 1890 472 729071 8 60 . 556 
30 18 195 667 670 672 62287 1142071 232742 2 74 . 178 

31 18 297 672 675 676 82506 1175817 221881 2. .62 .169 
32 IS 419 676 681 682 180828 2198306 722726 8 52 . 552 
33 18 663 691 693 698 60 542 1417252 220 0 03 o .59 . 168 
34 18 806 698 70 0 702 53802 876973 193221 2 28 . 147 
35* 18 . 989 7 02 709 713 10 01665 7 081955 49725 0 6 58 .63 3 . 795 

36 19 294 721 724 726 108178 1475156 373407 4 4 0 . 285 
37 19 .416 726 730 735 130 40 0 2556365 627930 7 .40 . 479 
i « 4 Q c o '7 "i XT. v"> "V O r~ o .1 tr , . , , „ . . . . . „ . . . . .., /-v "\ 



4 0 2 0 .043 7 59 7 6 1 7 6 2 i 0 0 930 118 2 1 2 S 2 2,5117 Li . 6 ,r> . 1 / u 

4 i 20 . 129 762 765 767 17607 0 23S8757 467339 5 .52 357 
^2 20 . 252 767 771 773 193204 3 075843 571933 6 . 74 436 

43 f 20 .374 773 777 779 372212 3149956 1140695 13 .45 87 0 
44 20 . , 435 779 780 785 33894 1792732 314839 3. 71 24 0 
45 « 20 .802 785 798 80 0 1246313 1192330 4 3231371 97 .05 6 . 282 

no' 
^ i - i ; 

r\ r> o O 
46 20 .985 80 2 8 07 813 148476 4732611 1010954 no' 

^ i - i ; 
. 771 

47 » 2 i .251 813 820 322 207650 4245336 1199117 14 .14 .915 
43 2i . 393 826 327 832 139985 2534961 325258 3, .84 . 248 
49- 21 5 9 7 332 837 842 331446 6136235 2452272 28 .91 1 . 371 
50 A 2i .842 842 849 852 627390 7902432 2939943 34 . 66 o 

i— 

. 244 

5"! 21 . 964 852 355 959 150362 3744323 573045 6 .32 .441 

52 22. 148 862 864 866 86559 1989075 192.024 2. 26 . 147 
X53 22 .291 866 871 872 197 018 3510923 814211 9 .60 . 621 
54 » 22. 475 872 880 882 1311801 12 069514 6626575 73. 13 5 . 057 
55 .597 882 886 888 54323 3546743 231041 3 .31 . 214 

56 23. 026 901 9 07 909 135342 4566334 755150 8. 90 576 
57 23 210 913 916 918 96705 3260571 477910 5. 63 365 
58*. O "K 

u> . 
332 918 922 925 237 033 5797202 1274635 15. 03 973 

59 23 . 577 932 934 941 201177 5237610 10 01249 11 . 81 764 
60 1 24 . 047 944 957 958 1297145 14899218 8481152 100 . 0 0 6 . 472 

61 24. 169 958 963 966 141489 5525846 843696 9 . 95 644 

62 24 . 558 973 982 983 60083 2875294 291284 3. 43 222 
63 24 . 762 985 992 995 687956 9412624 4293853 5 0 . 63 3 . 277 
'64 •* 24. 885 995 998 10 03 256721 5875533 1819526 21 . 45 1 . 389 
65 25 . 069 1003 10 07 10 0 9 139260 3619518 613231 7 _ .23 463 

66 25. 273 1015 1017 1021 63291 3631611 274414 3. 24 209 
67 «• 25 . 518 1021 1029 1030 1454515 12203994 716799 0 84 . .52. 5 . 47 0 
63 ' 25. 600 1030 10 33 1036 1075522 7410366 4 020726 47. 41 3 . 068 
69 25 , ,804 10 40 10 43 1046 96539 3832955 424202 5 .00 324 
70 i 26. 111 1053 1058 1061 220440 5709120 1306571 15. 41 997 

71 26. .213 1061 1063 1066 134957 3529807 5760 02 6 .79 44 0 

72 26. 377 1069 1071 1075 146406 4141233 402563 4 . 75 . 307 
73 26 . 888 1039 1096 1098 1029439 11152326 5881394 69 .35 4 . , 438 
74" 27. 031 1098 1103 1106 729291 7463722 2391976 34 . .10 JL. . 207 
75 27 . 358 1116 1119 1121 68071 3111135 324 012 3 .82 . 247 

76 * 27 , , 44 0 1121 1123 1131 163616 634 0705 851249 10 . 04 . 650 
77 27 .665 1131 1134 1135 84531 2437834 316128 3 .73 .241 
73 27 .706 1135 1136 1140 109504 3210 0 07 516930 6 .10 . 394 
79 27 .828 1140 1142 1144 134185 2484841 355994 4 .20 . 272 
3 0 o 28 .217 1150 1161 1164 998617 12652736 5186672 61 .16 3 . 958 

81 28 .380 1164 1169 1171 74769 4176433 443152 '.*** O " 2 . t~. o .333 

82 28 .707 1132 1185 1137 37158 3022.929 369699 4 .36 . 232 

83 29 . 096 120 2 1204 1208 58514 3271193 . 214253 2 .53 . 164 
34 * 29 .464 1216 1222 1225 906096. 8201532 3907901 46 . 03 o . 982 
35 » 29 .934 1241 1245 1253 126383 6080174 935335 11 .62 .752 

86 30 .220 1253 1259 1261 110358 4 066349 669343 7 .90 . 511 

87 30 .343 1262 1265 1266 62037 2199563 2210 46 2 .61 . 169 
88 o 30 . 67 0 1275 1281 1283 674647 5884564 2611468 30 .79 1 . 993 
89 • . 31 . 120 1296 1303 1308 108247 5441137 1025952 12 .10 . 783 
90 31 .610 1325 1327 1332 78462 2796582 324918 3 .83 . 243 

91 • 31 .815 1332 1337 1339 519045 4568388 2094153 24 .69 1 .598 

2 92 31 .897 1339 134.1 1345 179 074 2735952 547166 6 . 45 . 413 
4 -7 C A 



95 33.307 

96 33.981 
c97 35.001 
98 #35.572 
99 36.001 

100 •36.327 

101 36.552 
102 36.960 
10 3^ 37.368 
104 
105 

106 
107 
108 
109 
110 

37.878 
38.449 

38.775 
39.163 
39.429 
39.673 
39.979 

111 40.244 
112 40.672 
113 41.120 
114 41.792 

1407 

1436 
1488 
1513 
1537 

1565 
1585 
1605 
1631 
1658 

1674 
1690 
1708 
1719 
1735 

1747 
1767 
1789 
1822 

1410 

1443 
1493 
1521 
1542 
1558 

1569 
1589 
1609 
1634 
1662 

1678 
1697 
1710 
1722 
1737 

1750 
1771 
1793 
1826 

1419 

1446 
1502 
1526 
1550 
1563 

1576 
1594 
1614 
1638 
1665 

1682 
1708 
1718 
1731 
1745 

1757 
1776 
130 0 
1830 

55945 3591732 

229773 
320206 
306769 
218468 
37368 

3467 053 
4907656 
4668389 
41037 03 
2275752 

66218 3310621 
158233 2825667 
185357 
129577 
63990 

145941 
266588 
53867 
136057 
36630 

36596 
82881 
82905 
43525 

30 74163 
2411743 
2387651 

3071546 
7452185 
3192638 
3539395 
2370754 

2243388 
1915991 
2097767 
1265706 

392951 

844956 
1624070 
1392354 
983517 
266742 

536523 
630123 
723954 
447537 
328305 

545444 
1353012 
480514 
65258 0 
219507 

240896 
365852 
422868 
215025 

of corrected areas: 131039200 

4 .63 . 30 0 

9 .96 . 645 
19 . 15 1 . 239 
16 .42 1 . 063 
11 .60 .751 
3 . 15 . 204 

6 .33 . 4 0 9 
7 . 43 . 481 
8 .54 .552 
5 . 28 . 342 
3 .87 . 251 

6 .43 . 416 
21 .85 1 . 414 
5 . 67 . 367 
7 .69 . 498 
2 .59 . 168 

2 .84 .184 
4 .31 . 279 
4 .99 .323 
2 .54 . 164 

00 0223 



Fi2e >B3?4? 
Ppk fib 20328 

28888-
47 

J6-8116-088 

59 

!:UB 

84 
/ 

WJ BEP NANCO *1 

129 131 
7 .54 /run . 

f] 0 A O-Q 
V.' V V he* 

o A i i i )Ui i i i I ' I ' I I I I I I I I I I 1 'I < I I I • I V I I I I I I I I I I I I ' I I ' I ' I ' ) 1 ! I I I I I I I I I <' i ' ' 
40 60 8© 100 126 148 160 

F i l e >BIGDB Ethene, t e t r a c h l o r o -

47 

Bpk flb 9999 
10806-

8-

129 131 

Scan f U A A l 
0 . 0 0 T > 1 n . 

59 64 

1<-

32 
94 
/ 104 

i I ' I ' I T ' i ' ( i r i i i i I I ' I ' I 

48 60 88 
' I ' I ' l 1 ! f I I I I 

100 
i I ' I ' I ' I i i 

120 
I ' I ' i i | i I I I | i I I i | 

140 1 60 

F i l e PRIPOL E t h e n e , t e t r a c h l o r o -

Bpk flbe93S? 129 131 

Scafkgl.84 
8 .80 /run , 

47 
59 
/ 

64 82 
94 
/ 104 

0-"l'I'i'i'i U| i i'l'l'l'l Pi •'I'M •• i-l'l't' 
46 68 88 

11 11 11 i i i i i i I ' I ' I ' I I I i 

100 120 
I ' I ' I ' I i | i i i i i i i ' i i j 

140 160 

F i l l * >BIGDB Ethene, t e t r a c h l o r o -
Bpk flb 9999 

10000-

129 131 
Scan 
8 .0u JTIIn . 

0-1 

94 
47 59 

/ 
82 

I I I I l'l'| I I I I ' I ' i I I I I I I I'l I I 
48 60 88 

114 

I'i'i i'l i i i I'I'I'I'I I'I'I'I 
100 128 

r r i I ' l ' i i i i i i i i i i i i | i 

168 140 

i . 
2 
3 . 
4 
5 

Ethene, t e t r a c h l o r o -
Ethene, t e t r a c h l o r o -
Ethene, t e t r a c h l o r o -
Ethene, t e t r a c h l o r o • -
Ethene, t e t r a c h l o r o -

164 C2C14 
164 C2CI4 
164 C2C14 
164 C2C14 
164 C2C14 

Sample f i l e : >B3747 Spectrum *: 
Search speed-. 1 T i l t i n g o p t i o n : N 

14S 
No. of i o n ranges searched: 43 

Prob . CAS * CON * ROOT !< DK tFLG TILT % CON c..„i 

> i . 95* 127184 41141 "BIGDB 115 23 t~ 0 97 0 72 93 
p 95* 184 283 PRIPOL 115 28 2 0 97 0 72 93 
3. 83* 127184 41139 "BIGDB 82 49 1 0 63 12 51 78 
4 . 83* 182 231 ' PRIPOL 82 '49 1 0 68 12 51 78 
5. 74* 181 280 PRIPOL 67 55 o 0 96 14 39 46 



F i l e - > E 3 ? 4 ? 
Bpk fit- 2 8 5 7 6 

. 1 6 - 6 1 1 6 - 0 0 3 N J HEP NflWCO » 1 

2 8 0 0 0 -

0 

6 4 SUB 
Sjciwo 24 5 

9 . m 1 n . 

58 

5 7 
/ 

1 \ I | 'I I I 'I | I I I I \ 1 I 'M j I i 1 I | I I 

7 3 
i l 

83 9 2 O A n o o r 

4 8 >8 6 0 
) I i 11 i i ) I > I ) 11 i 11 i 'i 11 11 i i 11 i H i ; 11 » t ( i 11 i | ) i 11 | i 

78 - 88 90 180 110 

F i l e PRIPOL 2-FLU0R0PHEN0L ( S U R R . i . 
Bpk fib 9999 b 4 

100004 

SU •Sfijajri 4 5 3 
a . W L m i n . 

I I i | H ; I | i i i !~] I I I i I I 1 I i I I I 
V 

81 I 

I I I I I 11 I 11 I 11 I 11 I 11 

F i l e >BIGDB 
Bpk flb 999? 

10000-

48 >0 60 T 
70 88 90 100 

-r-rr-r-r 

110 
Fheno1, 2-fluoro-

6 4 
/ 

Sc+3|v, 4 7 6 2 
0 . TdtrXjri i n „ 

39 58 

I I I'i'i'i i i'i'i'i i I j I i 11'j'I'l I 11 I I 
48 58 

81 92 
/ 105 

60 
111111 I n 11111111 it11111111111111 

?.0 9tf 
i i i 1 1 i 

108 
11 i 11 | 11 I 

l i e 
F i l e >BIGDB Phenol, 4-fluoro-
Bpk fib 9999 

10000-

kafMj£3486 
0 - min. 

39 
/ 

50 57 
/ 

64 
/ 

73 31 

0 1111 ri 1111111 j 111 i'1'H w 11111 \ 11 II |i 11111 1111 i 1111 n r 111111! 111111111111111111 
40 58 

94 
/ 

101 

60 70 88 98 100 110 

3 
4 
5 

"FLUOROPHENOL <WlRR . ) 
RROGATE COMPOUND 
SURROGATE 

PTTeTToT"; Z-fluoro-
Phenol, 4 — f l u o r o -
Phenol, 3 - f l u o r o -
iH-Tetra zab or o l e , 4,S-dihvdro-l,4 v 5 - t r i m e t h v l -

SU 112 C6.H5F0 
BNA 

112 C6H5FO 
112 C6H5F0 
112 C6H5F0 
112 C3H9BN4 

Sawple f i l e : >B3747 Spectrum * : 
Search speed: 1 T i l t i n g option-- N 

2 4 5 
No . o f i o n ranc i es s e a r c h e d 40 

- Pr ob . CAS * CON 4 R 00T K DK *FLG TILT % CON C_I R. _IU 

1. 99* 453 57 PRIPOL 114 2 0 0 77 0 72 99 
2 . 97* 367124 4762 * "BIGDB 95 14 0 0 93 1 72 97 
3 . 25* 371415 234 06 "BIGDB 32 53 2 0 100 50 7 16" 
4 . 25* 372203 23405 "BIGDB 34 66 2 0 74 46 7 14 
5. 15* 20546133 23379 "BIGDB 26 71 3 0 100 60 3 13 



F i l e >B3?47 
Bpk flb 1615 

10680-

0-

J6-81 16-008 NJ. DEP NflNCO *1 
;6 SUB 

/ 51 T 7 J 85 91 103 

^ 5 Scan 351 
y ' 11 .72 min . 

126 

F i l e >B3?47 
Bpk flb 1615 

10680-

0- 1 ^ I M I j i i i i | 1 1 'i i |' 1 r 1 i [ i 1 1 i | i i > * | 1 i i i | i 1 I i l ' > i i | ' ' i ' | ' t I I | ' ' ' t | ' ' • ' 

48 50 68 ?0 80 98 100 118 128 

F i l e >BIGDI 
Bpk flb 9991 

18080-

0-

3 Benzene, 1-ethy 1-4-methy 1-

4 1 51 6 l 65 77 91 103 

1acScan £6299 
J J ' J 8.08 min. 

128 

F i l e >BIGDI 
Bpk flb 9991 

18080-

0-
48 50 60 ?0 80 . 90 180- 110 120 

F l l e >BIGD1 
Bpk flb 999 c 

1000$-

o_ 

3 Benzene, 1-ethy 1-2-methy 1-

/ s / 6 3 6 5 7 7 .5s z1 1 C1 3 

! 0 S S c a n 26297 
8.09 min. 

128 

11 ,11 , • i 11 111 11 

40 50 60 78 88 98 108 110 120 

F i l e > BIGD1 
Bpk flb 999' 

1 0090-

0-

g Benzene, 1-ethy1-3-methy1-

V- 51 63 65 7? 89 91 103 

iQqScan 26298 
"~ 0.08 min. 

120 

F i l e > BIGD1 
Bpk flb 999' 

1 0090-

0-

1I1 rrj'i'i i r}*ri*i i i'i'i ri'i i n 11 i i i ri i 11 i i'i II 111 u i II 11 11 r 11 111 II 
40 58 60 78 88 98 108 

1 1 1 1 } I I 1 I 1 11 I I 1 

110 128 

000326 

i . Benzene, i--ethy I-4--Meth y l ~ 120 C9H12 
2. E<en zene} 1-ethy1-2-ne t h y 1 - 120 C9H12 
3 . Ben zene, i - e t h y 1 - 3 - M e t h y 1 - 120 C9H12 
4 . Ben zene, ( i--pieth y l e t h v 1) ~ 120 C9H12 
5 . Benzene, ( i - M e t h y l e t h y l ) ~ 120 C9H12 

SaMple f i l e : >B3747 Spectr UM %: 
Search speed •• 1 T i l t i n g option: \ 

-
Prob . CAS * CON * ROOT 

i i . 64* 622968 26299 "BIGDB 
2. 59* 611143 26297 "BIGDB 
3. 59* 620144 26298 "BIGDB 
4 . 53* 98828 26592 ' "BIGDB 
5 . 53* 98828 26293 "BIGDB 

351 
No. of ion rangers searched: 43 

K DK #FLG TILT % CON C__I R 

53 27 o 
t.. 0 83 24 28 44 

52 33 2 0 85 24 27 35 
49 33 o 0 80 24 27 30 
55 38 2 0 75 30 24 38 
Si 36 2 0 88 30 24 33 

( 



J6-01 16-003 NJ BEP WONCO ttl 
Bpk flb 238S8 

£'0000- 42 

50 54 
/ 

SUB 

69 

12 . £&. rn i n . 

0-*1 i1 ) J j J > | i i i i'| I \ i 11 | H I i | < I i 1 | \ i i 1 
40 58 

^ \J V h = j $ 

82 

60 78 
I i i I i i i i I i ) i i l i i i i i i i i ' 

80 90 100 
F i l e PRIPOL PHENOL B6 (SURR.) 
Bpk flb 9999 

1 8000-

SU s^an 452 
O . yĴ L min. 

42 
>' 50 

8 J i I I 1 I 

54 58 69 
71 
/ 

40 
T i I i i t I i i i ) i I I I i i 

76 
y 

82 

5 8 6 8 7 0 
i > i I i i i i I i i i i I i i i i I — i i i i | i i i 

8 8 9 8 1 0 8 

F i l e > BIGDB 3--JMETHVLIS0KflZ0L-5-0HE 
Bpk flb 999? / 

10080-

0-J 

71 

Scan 18586 
8.80 min. 

99 

46 

45 54 
/ 

5 8 6 9 

4' i i i i i i i I | i I I i | i i i i | i i i I [ 
5 8 6 8 7 8 

l 1' i i i i i i i i i i i i i i i i i i i i i | i i i 

88 98 108 

F i l e >BIGDB T h i a z o l e , 5-methyl-
Bpk flb 9999 

1O000-

Scaog18588 
0.80^_rri i n . 

39 

n i'' • i 
48 

45 69 
71 
/ 

I I ) i | t I I I i i I I 1 f i n i [ I i i l j 
50 60 70 

76 
y 

34 

i I i i i i I i i i I | i i i i | i i i i ; i 
88 90 100 

PHENOL D6 (SURR.) 
RRQGATE COMPOUND 

^»TF 

•0 SU 100 C6.D6.0 
BNA 

2. 3 -METHYLI SOXAZQL-5 -ONE 99 C4H5N02 
3. Thiazole, S-Meihy1™ 99 C4H5NS 
4. 3 ,4-DIAMINO-i,2,4-TRIAZOLE 99 C2H5N5 
S. 2 , 5-Pyrr o l i d i n e d i one 99 C4H5N02 

Sapiple f i l e - . >B3747 SDectruM # -. 375 
Search speed: 1 T i l t i n g option: N No . of ion ranges searched 42 

- Prob . CAS # CON * R OOT K DK #F LG TILT % CON C _J-
1 . 83 452 159 PRIPOL 77 17 o 

I -
0 100 0 57 23 

2 . 25* 1517960 18506 ' "BIGDB 27 7 0 3 0 102 46 7 13 
3 . 24* 3531893 18508 "BIGDB 23 87 3 0 100 44 8 12 
4 . 20* 0 18500 "BIGDB .22 35 3 0 100 55 5 12 
5 . 20* 123568 18505 "BIGDB 27 56 2 0 100 55 5 14 



F i l e > » 3 ? 4 r 
Epk Hb i 60? 

leeefr 

0-

J 6 - 0 1 1-6--003- • NJ BEP NflNCO ±tl 

3 ? 51 q 7 6 5 7 7 91 U 3 3 

r~~̂  / / i'' { 
, 1, i i 1111 . i . I I . . i l i l 1 I 

j f l c ; Scan 389 
'•" 12 .49 m i n . 

r -

120 

1 . . i d 

F i l e > » 3 ? 4 r 
Epk Hb i 60? 

leeefr 

0- 1 1 1 ( 1 | | I | 1 | 1 | 1 1 I I | 1 1 1 1 | 1 1 1 1 | 1 1 I I ( 1 1 1 1 | 1 1 1 ' | • ' 1 1 | • • ' ' ) T ' T 1 J 1 1 l i l i j ' ' . l ( I 

40 58 69 ?8 88 98 108 110 120 

F i l e >EIGDI 
Bpk fib 999^ 

10000-

0-

} B e n z e n e , 1 , 2 ,4--1 r i m e t h y 1 -

3 9 51 7 7 91 103 

f""" \ \ i ( '"^ 

1 R 5 : i ' - a n ^ 
8 . 8 0 tr 

120 

6 0 £ 
i n . 

F i l e >EIGDI 
Bpk fib 999^ 

10000-

0-
40 50 68 ? « 88 98 10« 

I I I r i i f i i j i i f > 

110 Vi >3 

F i l e >BIGDI 
Bpk flb 999< 

18000-

8-

3 B e n z e n e , 1 , £ , 3 - t r i m e t h y 1 -
i 

39 S 1 62 fi3 77 88 91 1 0 3 

/ 1 y r -

1 0 5 Scan 2€ 
8 . 0 9 rr 

128 

1 1 • , 1 • • \ 1 1 \ I \ \ 

.594 
i n . 

- I 

F i l e >BIGDI 
Bpk flb 999< 

18000-

8-
40 50 68 78 80 9 8 - 180 

• I I • • • • t i l l I I I 

110 1* ̂0 

F i l e >BIGD1 
Bpk flb 999 ' 

10000-

0-

g B e n z e n e , 1 , 3 , 5 - t r i m e t h y l -

39 51 59 65 7 7 P.3 9 1 193 
/ / / i , / { 

j 0 5 S c a n 2t' 
ZS 0 . 0 0 n 

^ 120 

,685 
i i n . 

- j 

F i l e >BIGD1 
Bpk flb 999 ' 

10000-

0-

111 111 i 1111 1111 11) i r 111 1111 | 111 i i I I 1 1111 1111 i ' 11 1111 1111 ' ' I ' ' i ' l i ' i ' 
40 50 68 78 88 98 108 

l l l l | l i i i j > i i i 

n o i ; 28 

000228 

1. Benzene, 1 , 2 , 4 ~ t r i w e t h y l - 120 C9H12 
2. Benzene, 1 .2.3-~triMethy1- 120C9H12 
,3. Benzene, 1 , 3 , 5 ~ t r i n e t h y l - 120 C9H12 
4. Benzene, 1 .2,4-triwethy1- 120 C9H12 
5. Benzene, 1,2,3-triMethyl- 120 C9H12 

S a n p l e f i l e : >B3747 S p e c t r u M * : •7 
:J 

89 
S e a r c h speed •• 1 T i l t i n g o p t i o n : N No . o f i o n r a n g e s s e a r c h e d 42 

-
P r o b . CAS $ CON 4 1= ROOT K DK ttFLG T I L T "/. CON C _ I R_JV 

* 1 . 9 6 * 9S636 2 6 6 0 2 "BIGDB 64 5 0 0 72 3 7 2 96 
2 . 8 8 * S26738 2.6594 "BIGDB 74 26 2 0 79 0 65 5 6 
3 . 8 1 * 108678 266 05 "BIGDB 66 29 2 0 69 6 5 3 49 
4 . 8 1 * 9 5 6 3 6 26599 ' "BIGDB 62 30 2 0 76 6 53 49 
5 . 8 1 * 526738 2 6 2 9 4 "BIGDB 62 30 2 0 70 6 S3 49 



F i l e > B 3 ? 4 ? 4 3 

Epk flb 14S7" : : 

1000« 

J 6 - G 1 1 6 - 0 0 3 NJ HEP NflNCO ttl 
SUB 

71 f ) f \ f \ r> o 

99 U 3 142 
/' — 

9 9 Q 
«.> 

S c a n 39© 
1 2 . 6 ? m i n . 

2 8 1 

i — f - T — J T * ^ — i — H i — | — i — i — / | 1 i )—i—|—i—i—i—j—i r i—|—i—i—i—|—i—i—i—|—i—r—i—|—i i i — p 

8 0 1 2 8 1 6 8 £ 8 8 2 4 8 2 8 9 

F i l e >BIGDB Dacane 
Bpk flb 9 9 9 9 

1 8 8 8 0 4 ' 

8 J 

S c a n 1 2 8 2 1 
0 . O 8 m i n . 

71 
/ 99 

1 l : 

«lL-ri-
141 144 

-r"r 
4 0 8 0 

p-r-
1 2 0 

- i — i I " i — r — i — i — r -

160 
•T " " i — j — r " T 

2 0 0 
- i — i — r — i — i i i I i—r—r -

2 4 0 2 3 0 

F i l e > BIGDE Decane 
Bpk flb 999? 

10^004 ^ 

8-1 

S c a n 1 2 6 7 0 
9 . 8 9 m i n . 

71 
/ 99 

113 
142 

4 8 3 8 
I I — I I I I — I ' l I — I I I I I—p-1—I I " I — I — I — I — I — I — I — p 

1 2 8 1 6 8 208 

I • • 1
 I 

2 3 8 

File >BIGDB Datane 
Bpk flb 9999 2-

100004 

0- 1 

S c a n 1 2 6 6 9 
8 . 0 8 m i n . 

71 
/ 99 

113 

t—r 
4 0 

[Ik, ,„,|l ,. ,4 , , v i f 
8 0 

142 143 

1 i V j V » '1 f '<' I I I I j j i - i j - IJ.I |M j j i |- " f—j I f ' I ' I I J I p* 

1 2 8 1 6 0 2 0 8 2 4 8 2 8 0 

3 
4 
5 

Decane 
Decane 
Decane 
Decane 
Dodec ane 

142 
142 
142 
142 
170 

C10H22 
C10H22 
C10H22 
C12H26 

Sample f i l e ; 
Search speed •• 

>B3747 Spectrun *= 398 
1 T i l t i n g o p t i o n : N . No of ion ranges searched 46 

Prob . CAS * CON 41 .ROOT K DK *FLG TILT 7. CON c„i R_IV 

i - . 84* 124185 12021 "BIGDB 79 18 i~ 0 100 6 55 67 
2 . 76* 124185 12670 "BIGDB 75 24 2 0 96 11 40 57 
3 . 74* 124135 12669 "BIGDB 60 33 A_ 0 109 11 39 44 
4 . 67 124185 12663 * "BIGDB 67 33 2 0 100 11 34 23 
5 . 67 112403 12727 "BIGDB 6 0 37 2 0 88 13 34 21 



F i l e >B3?4? 
Bpk flb 46526 

40000" 

J 6 - 0 1 1 6 - 0 0 8 

63 

NJ BEP... NflNCO »1 

78 

0 J ' l ' l '.' "i i ' l ' l ' l I ' I i ' I ' I 1 

•SUB 

87 
/ 

Sca«5g407 j 
12 .85 /rri i n . | 

us 000230 
99 

4© 
) i I ' I ' I 1 ! 1 ! I I l ' | 

8 6 
1—I I I I ' I ' I 

1 00 
I n i—r-i—i i ( i i i i | i—i i i 

120 140 

F i l e PRIPOL 1,4 •Dichlorobenzene-d4 
Bpk Rb 9999 

10000-
8 . 8 0 / i T i i n . 

• 40 
52 
/ 61 87 9 9 

0 - H j i i • • • • | ' l ' l ' l > i i ' i ' i ' i • j ' i ' l 
48 68 

F i l - FRIFOL i,4-»ICHL0R0BEH2CNE-D4 
Bpk flb 999? 

10000-

i I i ' i ' l ' | I I — I — i — p r -

80 100 

115 
/ 128 132 

i y y 
I ' l I — I I I I I I I I I I I — I I l ' 
120 140 

0-

Sc §1^^440 
0.00vmin . 

115 
33 63 

• f II r 

| i I i ' l ' l ' l ' l I'i | I'l i i'| I ' I ' I I') i I ' l ' . ' , i 4Q 60 88 
1 1 1 i 1 

180 
l,,Mj i11 'I ' I—|—i—i—i—i—j—in—i 'i 'j' rx 

128 148 

F i ' l * >BIGDB 2-CHL0R0-4 ,6-DIFLU0R0-PYR.If1IDINE 
Bpk flb 9999 

10000-

0 J 

Scan i ^ 5 1 4 
0.807min . 

1 1 5 

78 
/ 

44 51 78 
3 3 1 0 4 

131 44 51 
*— 3 3 1 0 4 

f / 
I ' i i I ' l i i ' l i i i 1 

j 
i i i i 11' i i i' 1 i 

/ y f / 
I ' i i I ' l i i ' l i i i 1 i i i i ' P i i i i i i i i 11' i i i' 1 i I 1 I i 1 1 T-H T T m 1 1 1 * i ' i 1 1 1 1 1 1 1 4-h 
46 68 38 180 120 140 

J 

1>4~Dichlorobenzene~d4 

2 . .1.. 4-DICHL0ROBENZENE-D4 

INTERNAL STD. 
»-3 • 2-CHL0R0----4 ,6-DIFLU0R0-PYRIMIDINE 

BNA 

150 C6.D4.CL4 

. 30 0 
150 C6.D4.CL4 

150 C4HC1F2N2 

Sample f i l e : >B3747 S p e c t r u * *: 
Search speed-. 1 T i l t i n g option-. N 

407 
No. of i o n ranaes searched-. 41 

Pr ob . CAS # CON * ROOT K DK ttFLG TILT % CON C_I R. _IV 

* 1 . 87* 434 256 PRIPOL 83 24 1 0 81 12 55 80 
2 . 81* 440 257 • PRIPOL 71 39 1 0 79 16 45 71 
3. 25* 38953309 36514 "BIGDB 28 67 0 66 45 8 13 



Fi l e >23?4' t 

Fpk flb 111. 
1 0000-

0-

* .16-01 16-008 HJ HEP NflWCO s 
6 SUB 

57 6 5 71 77 91. 

. U i ' .1 , i i i i , \ " \ , . i i i i 

11 

106 ' 

i ,, i i 

Q -Q S"c an 423 
^•#3.18 min. 

L9 

134 

. 1 

Fi l e >23?4' t 

Fpk flb 111. 
1 0000-

0-
f i < i i j , i i i | i — i i i — | i i — i — i — ] — i — i — i — i — | i i — i — i — | — i — i — i — r — | — i — i — I — i — [ — I — ? — r — i | i — , 

40 50 60 78 89 96 108 110 128 138 
F i l e >BIGD1 
Bpk flb 9991-

10000-

0-

3 Benzene, 1 , £ , 4- t r ime thy 1 - 1 o c r 

39 S 1 77 9 1 

1 

186 

i 1 

Scan 26602 
0.80 min. 

£8 
/ 

F i l e >BIGD1 
Bpk flb 9991-

10000-

0- - j T T T i — j r • i i [ — i — i 1 — i — j 1 1 i — i 1 — i — I — i 1 1 — i 1 1 — i — j — i ! 1 i j 1—? 7 — i — 

40 SO 68 70 80 98 180 118 l ; 
1 ' ' 

28 133 
F i l e >BIGD1 
Bpk flb 999 c 

10080-

0-

3 Benzene, (1-methylethy 1 ) - _ c 

J L *0 'mf 
1 —v 

39 51 6 3 75 77 9 1 

Scan 26293 
8.08 min. 

128 
106 / j ^ f * 

F i l e >BIGD1 
Bpk flb 999 c 

10080-

0-

46 58 60 78 38 98 188 118 128 130 

F i l e >BIGDl 
Bpk flb 999* 

10000-

0-

) Benzene, ( 1 - m e t h y l e t h y l ) - 1 0 5 

39 51 6 £ 7 * 7 9 91 
r , . i... , -. -.hi. ; . i . 

Scan 26592 
8.00 min. 

128 

186 / l Jr l 

1 1 •-

F i l e >BIGDl 
Bpk flb 999* 

10000-

0- 1 i i i i ; i i i i j i i i i 1 i i i i ] i i i i g i i i i ) i i i i I i i i i j i t i i '7 i i 

48 50 60 78 80 90 100 110 120 138 

3 , 
4 
5, 

Ben zene, 
Ben zene , 
Benzene, 
Ben zene, 
Benzene, 

i ,2 , 4 ~ t r i m e t h ^ , l -
< i - m e t h y l e t h y l ) -
< i--Methy l e th y 1) -
1,2 , 3 - t r i m e t h y l -
i-ethy l-2--Methy 1-

12 0 
120 
12 0 
120 
120 

C9I-I12 
C 9 l-l 12 
C9H12 
C9H12 
C9H12 

Sample f i l e = >B3747 Spectrum #:" 
Search speed •• 1 T i l t i n g o p t i o n : 

-
Pr ob . CAS * CON i * ROOT 

* 1 . 4 1 * 9S636 26602 "BIGDB 
>̂ 32* 98828 26293 "BIGDB 
3 . 3 1 * 98828 26592 "BIGDB 
4 . 30* S26738 26594 ' "BIGDB 
S. 29* 611143 26297 "BIGDB 

423 
No. of ion ranges searched: 42 

K DK #FLG TILT % CON c _ i R j w 

34 35 0 0 70 42 14 33 
44 43 2 0 100 42 12 23 
46 47 3 0 100 38 10 17 
42 58 2 0 78 39 10 16 
30 55 o 0 100 40 10 15 



r< i r. -.r r^ 4-7 J6-01 1 6 - - 0 0 8 N J BEP NfiHCp «1 ̂  Scan 456 
— V.' \ J |-;( t .- ' / V 

£ 0 0 0 0 -

0 4 

38 51 65 71 
77 31 1 86 119 

134 

. l . i . i 
— i — r — i — r -

.. 

- i — r — i — i — r 

i . i . ~ i 

—i—i—i—r—r 

/ 
-H-r T-r rr.. .. 

- i — s — n — i — r 

i'i i 
— i — 1 — i — i — i — i — i — i — r - r~ . 

1 1 | ' l 1 

/ 
, i 

i , | i i 1 
— i — i — | — i — i •4 0 7 0 8 8 lee no i£0 is©. 

rile >BIGDB Benzene, i1-me thy1propyli 105 
Scan 3 1.588. 
8.88 m in . 

39 
y 

51 
65 

•s 

? t 77 91 

i i ' l 

106 

r i-
119 

• • , j . • ,—r 

134 

-•' 1 11 • 1 • 1' 

48 
i | 1 •! ' I • I 1 

50 
'l'"( ' 1 ' >•' 1 

68 78 80 98 190 
i , , . i 

110 
' ' i ' ' 

120 
, , , . . 
139 

File >BIGDB Benzene, (1-methylpropy 1)-
Bpk flb 999? 

18000-

185 
Scan 31265 
0.09 min. 

0-1-4-1 

41 
/ 

i ' i i i 1 1 1 

40 58 

65 76 77 51 
I ' H I ' I ' I ' I i M ' i ' i ' i i i ' i ' i ' i i ' i ' i ' i ' ) * ! i ' 

68 70 

91 

88 99 
• • i 1 
188 

186 u s 
/ 

• •' I' i • 

134 

I ' i 1 1 ' 

110 128 136 

F i l p >BIGDB Oxirane, 2-methy1-2-pheny 1-
Bpk"flb 9999 

10000-

185 Scan 31249 
0.88 min . 

39 
51 

63 
/ 74 

gJ I r i i , . t r j l l ' r i M M ' l ' l ' i - r i r l ' l 

91 

48 58 60 78 
) • i • i • i 1 1 1 1 1 1 1 1 i ' i ' i ' i 

186 
133 

118 
/ 

88 90 188 
i ) i ' l ' l ' l ' l i i i i | ' i 

110 120 130 
ll 

1 . 
2, 
3. 
4 

Ben zene, 
Benzene, 
0 x i r a n e, 
Benzene, 
Benzene, 

(1-met h y l p r o p y l ) -
( i -Me x h y 1 p r o p y 1) -
2 ~m e t h y 1 - 2 -p h en y 1 -
( i - m e t h y l p r o p y l ) -
1-methy1-3-pr opy1-

134 C10H14 
134 C10H14 
134 C9H10O 
134 C10H14 
134 C10H14 

Sample f i l e : >B3747 
Search speed •• 1 

Spectrum :fr; 
T i l t i n g option N 

456 
No. of ion ranaes searched: 42 

Prob . CAS * CON * ROOT K DK *FLG TILT 7. CON c _ i R_IV 

i . 79* 135988 31508 "BIGDB 54 31 2 0 100 8 43 39 

2. 76* 135988 31265 "BIGDB 48 35 2 0 97 10 45 28 
3. 70* 2085883 312.49 "BIGDB 22 92 3 0 100 8 42 12 
4 . 67* 135988 31509 < "BIGDB 47 39 f... 0 100 11 34 27 
5 . 63* 1074437 31269 "BIGDB 49 38 o 0 92 16 3 0 30 



F i l e >2?374r 

0-

7 .16-0116-003 NJ BEP NONCO a l 
,•4 SOB L 

« 5 I _ _ 65 7_7_ 85 y 98 115 

1 • 1 l 1 . t 1. I i . 11 . i . { . . . . i 4 , . . i'l • 1 • . i i l • , l 1.1 

i y Scan 464 
/ 14.01 min. 

134 

[ r i i i | i i i i | i i i i | i i i i ( i i i i | i i i i [ i i i i ( i r i i | i i i i | i i 

48 50 60 78 88 98 108 118 128 138 
F i l e >BIGDI 
Bpk fib 999f 

10800-

o-

} Benzene, 1 -methy 1 -4-(1 -methylethyl) -- , 
i 

41 51 65 77 J ? f

l 193 115 
.i . • • • ..... . t. i. if", . . 1.. .. r,. 

j q Scan 25736 
f 3.09 min. 

134 

40 50 60 70 88 90 108 118 120 130 

F i l e >BIGD3 
Bpk fib 999^ 

10800-

0-

3 Benzene, 1-methyl-4-t1-methylethyl)- . 

\ 

4} 51 65 7_7 y - 103 115. 

Scan 26162 
8.98 min . 

134 

I . .1, 

F i l e >BIGD3 
Bpk fib 999^ 

10800-

0-

40 50 68 78 80 98 108 118 120 138 

F i l e > BIGD] 
Bpk fib 999' 

19800-

0-

3 Benzene, me thy 1(1-methylethy 1 ) - . 
> 

41 55 65 77 7 ? V 103 115 
/ / - y I / -—- , 

. i . . . i i i . . . . . . . .. i i . i . 

19 Scan 25749 
r 0-00 min. 

134 

F i l e > BIGD] 
Bpk fib 999' 

19800-

0-

"1 T 1 T "TM"J™r""I 1 1 I V 1 1 1 | 1 1 1 1 1 1 1 1 1 ) 1 1 1 1 1 1 1 1 1 1 1 1 1 1 | 1 1 1 1 | 1 1 

40 50 60 70 38 98 100 110 120 130 

000233 

1. Benzene, 1-Meth y l-4-< 1--meth y l e t h y 1) •••• 
2. Benzene, l~methyl~4-( l--methylethy l ) -
3. Benzene, Methyl (l-weth ylethy 1 >•-
4. Benzene, i-methy1-3-(1-methylethy1)-
5. Benzene, l--tneth y l-4-< 1 -nethy I et h y 1) --

134 
134 
134 
134 
134 

C10H14 
C10H14 
C10H14 
CI 0HI4 
CI 01-114 

Sample f i l e : >B3747 Spectrum *: 464 
Search speed: 1 T i l t i n g option •• N No of ion ranges searched 43 

Pr ob . CAS * CON * ROOT K DK #FLG TILT % CON C._I R. 

i . 86* 99876 25736 "BIGDB 78 11 2 0 92 10 59 72 
2 . 84* 99876 26162 "BIGDB 73 16 2 0 87 10 55 66 
3. 84* 25155151 25749 "BIGDB 73 17 O 0 86 10 55 66 
4. 84* 535773 25737 * "BIGDB 68 21 2 0 95 10 55 6 0 
5. 83* 99876 26159 "BIGDB 63 27 2 0 91 10 54 50 



V i l e >B374. 
Bpk flb 780' 

coacH 

0-

1 

i, \ . . I I 

8116--G08 

1* 

67 
""--H!I 

NJ HEP NflNCO #1 scan 471 
SUB 14.15 min. 

'1 

S ^ 95 n

r

2 ' 134 
i i .nil ~~~~~ i 1 i i i ~~ 

V i l e >B374. 
Bpk flb 780' 

coacH 

0-
- j — i — | — i 1 — | — | — i — i 1 — j — i — r — l — 1 — j — 1 — 1 — 1 — 1 | I I I 1 1 1 — I 1 1 I I l l i T 1 ' ' ' 1 * ' * ' 1 * ' 

40 5© 60 70 80 9© iOO. 110 120 130 
FiTe >SIGDI 
Bpk flb 9991: 

18900-

8-

J 2>S 
I 

Ji 

[» -57_ 

. . i l 

ie thy 1 -

7 

67 
s. 

. i 1 

Scan 12689 
8.80 min . 

'1 

' ^ 9 ? 99 113 1 2 ? 

...1. ( "u. 7 

FiTe >SIGDI 
Bpk flb 9991: 

18900-

8-
48 50 68 78 80; 98 180 118 128 130 

F i l e >BIGDI 
Bpk flb 999< 

10000-

o_ 

1 

.11 

•cane, 2-n 

\r S7_ 

. . . i i 

l e i r h y l -

"i 

67 

1 . . A . t t 

Scan 7784 
8.08 min. 

"\ 99 113 J } « 

40 58 68 78 38 . 98 1.80 118 128 136 

F i l e >BIGD] 
Bpk flb 999' 

10000-

8- .1. 

?cane ,< 

13 -
/ 

I ! 

l-dimethy1 

i 

59 

. f . . . .. i 

Scan 7456 
8.00 min. 

*1 
/ 

85 96 112 
• t . \ 99 , 121 127 
..I ' 1. - - / . / . 

F i l e >BIGD] 
Bpk flb 999' 

10000-

8- — I — r _ , i — y — i I I I ] i i r i j I I I i | I i i i i i i i i | i i i i j i i i i j i i i i ) I I 

48 58 68 70 80 98 100 110 120 138 

1. Decane, 2-mefhyl--
2. Decane, 2--methyl-
3. Decane, 3 ,4-dimethy1-
4. Nonane;. 3-methyl---
5. 1-Pentene, 2 ,4 ,4~t r imeth y 1-

156 
156 
170 
142 
112 

C11H24 
CI1H24 
C12H26 
Ci0H22 
C8H16 

Sample P i l e : >B3747 Spectrum * •• 471 
Search speed: 1 T i l t i n g option-. N No. of ion ranges searched: 47 

Pr ob . CAS t CON * ROOT K DK t-FLG TILT 7. CON C_I R. 

* -1. 60 6975980 12639 "BIGDB 54 49 2 0 84 12 30 12 
2 . 52 6975980 7704 "BIGDB 46 48 2 0 87 16. 20 12 
3 . 46 17312457 7456 "BIGDB 54 40 0 83 2.1 17 17 
4 . 42 5911046 7679 "BIGDB 4 0 46 2 0 100 24 17 13 
5 . 25* 107391 23449 "BIGDB 24 61 3 o 100 50 7 12 



'O :•<' -J- rs <J <LJ 

F i l e >B3?4. 
Bpk flb 14 IC 

10000^ 

0-

f Jfc-Sl1C-G08 HJ HEP WANCD #1 . 
1 0 SUB 

^ } 65 ?Z^__ 79 V 105 US. 

i 111 • i . i 11 i i i . i . . !, r . . . ! , I . I " ^ i i 

I <3 S' c an 486 
v' 14.46 in i n . 

134 

F i l e >B3?4. 
Bpk flb 14 IC 

10000^ 

0- -J—r—1—l—l—1—1—1—l—l—|—l—l—l—l—|—l—l—l—I—|—l—ll l| l l i l [i i i i [ i i r i j i i T i |r i 

48 58 68 78 80 96 ISO 118 120 138 
F i l e >BISDI 
Bpk flb 9991: 

10800-

0-

! Benzene, 1-methy 1-3-(1-methylethy 1}- ^ 

39 51 65 77 7 9 ^ 103 115 

1. 1 . .. . . . . f*» * i • - 1 . • . I . . ' • • .. . . \ . 

Scan 25737 
f " 0.00 min. 

134 

I "Ti, 

F i l e >BISDI 
Bpk flb 9991: 

10800-

0-

40 58 68 70 89 98 108 118 120 130 

F i l e >BIGDI 
Bpk Ob ?99 < 

10008-

0-

1 Benzene, £-ethy 1-1,4-dime t h y 1 - j 

^_J29 51 65 77 ^ 105 l i 5 

1 9 Scan 25741 
/ 0.99 min. 

134 

) . ........ 11 • 

40 58 60 78 . 88 98 180 118 128 130 

F i l e >BIGD1 
Bpk flb 999' 

10080-

0-

3 Benzene, 4-ethy 1-1,2-dimethyl- . 
i 

39 Si 65 77 J / 91 185 115 

I . I . { . . , . . . . . . 1...{.. ~Af. 1 i . l i . 1 • 

Scan 25744 
f " 0.80 min. 

134 

F i l e >BIGD1 
Bpk flb 999' 

10080-

0- - J — 1 I 1 — 1 ) 1 1 — 1 — 1 — J — 1 — 1 — 1 — 1 — | 1 I 1 ! 1 1 I 1 1 | 1 1 1 r — j T i r r i i i i i j i i i i i i i 

40 50 60 70 80 98 100 110 128 130 

i . Benzene > i - •meth y1 -3-( 1 - n e t h y l e t h y l ) - 134 C10H14 
2. Benzene, 2 - e t h y l - - l . , 4-d imethy 1~- 134 CIOHI4 
3 . Benzene, 4 - e t h y l ~ i , 2 - d i m e t h y 1 - 134 C10H14 
4 . Benzene, 1. ~e t h y1-2,4-d i me t h y 1 ~ 134 C10H14 
5 . Benzene, 2 - e t h y l - i , 3 - d i m e t h y 1 - 134 C10H14 

Sampl e f i l e : >B3747 Spectrum #: 486 
Sear ch speed : 1 T i l t i n g option-. N No . of i o n ranges searched 43 

Pr ob . CAS # CON * ROOT K DK *FLG TILT y. CON C _ I R_IV 

* i . 8 1 * 535773 25737 "BIGDB 59 30 O <- 0 100 10 53 45 
2. 8 1 * 1758889 25741 "BIGDB 59 35 2 0 76 9 53 43 
3. 8 1 * 934805 25744 "BIGDB 57 36 2 0 87 6 53 41 
4 . 79* 874419 25740 * "BIGDB 51 38 2 0 87 9 48 33 
5 . 79* 2870 044 25742 "BIGDB SO 38 2 0 86 9 48 31 



F i l e >D3?4? 
Bpk fib 28933 

28880-

J6.-01 16 - 088 
54 
/ 

42 

0-4' • i • < • • . 
1 — j — i — r — i — i — | — I — I — r — i — j — 

40 50 68 

64 
/ 

< 

. I . I . I , 

0.*IJ HEP NflNCO. *1 

J <U v.-' v a O VJ . o o 
1 t d 

Scan 492 
4.58 min . 

96 i i : 

t — i — | — i — i — i — i — | — i — i — i — i — | — i — i — i — i — | — i — i — i — i — | — i — i — i — r ^ i — i — i — i — i — | — i — r -

79 88 98 108 HO 120 130 

F i l e PRIPOL NITRO BENZENE D5(SURR.j 
Bpk Hb_???9. G 4 

/ 

66 

10880-

82 
j 

SU .Scan 454 
8.00 min. 

70 
/ 

96 gs 

—i—i • i • i 'i—r* i • i 

123 
125 / 

48 50 68 70 
F i l e > B IGDB I H - P y r a r o l e , 1-methy 1-
Bpk fib 999? 

10000-

80 98 
T 
100 

112. 
i ' i | i ' i I I | i i 

110 128 
r-r-r-

138 

0-J 

54 
/ 

82 
/ 

Scan 10558 
Q.08 min . 

66 

40 50 
I i i i i i 1 1 I i i i i 1 1 

68 78 88 

83 

i ) i — i i i — j — i — i t i | — r — i — i — i | i i — i — i | i 

9.8 180 110 120 138 

F i l o >BIGDB 1H-Imidazole , 4-methyl' 
Bpk"fib 9999 

19000- 54 

82 Scan 18547 
0.80 min . 

/ 
41 83 

I ' l ' l ' l i . . ' I 1 i i r—i—rM—i ™T T--T-I " I 44T-T—l -™I—I—1 r-T-T T I - l " I "1"' 1 "1 "T 1 1 1 1 I ' l • 1 1' 

48 50 60 70 88 98 180 110 120 138 

2 . 
3 
4 

iTRO BENZENE DS<SURR.>] 
RROGATE COMPOUND 
SURROGATE 

ifrMLv r a z o Le-,—l^me t h y I ~ 
l H ~ I m i d a z o l e t 4-methyl-
lH-Imida.zole, 4-methyl-

S. iH-Pyrazole> 3-methyl-

SU 128 
BNA 

82 C4H6N2 
82 C4H6N2 
82 C4H6N2 
82 C4H6N2 

Sample f i l e : >B3747 Spectrum #• •• 
Search speed: 1 T i l t i n g o p t i o n : N 

492 
No. of i o n ranaes searched 

- Pr ob . CAS # CON # ROOT K DK #FLG TILT % CON c_:r. 
1. 97* 4S4 15 PRIPOL 103 0 0 0 99 1 72 97 
o 36* 930369 10550 ' "BIGDB 26 95 3 0 100 30 14 13 
3. 30* 822366 10547 "BIGDB 26 65 3 0 100 33 12 13 
4 . 30* 822366 10631 "BIGDB 23 68 3 0 100 33 12 13 
5. IS* 1453583 10683 "BIGDB 24 66 3 0 100 57 3 12 



F i l e >B374T 
Bpk fib 5?1< 

0-

? 

I, 

c 

1 

F3 S 
/ 

i . . n i l 

J6-0116 ->T 
1 

i . . . l l 

808 .NJ BEP NflWCO-a 1 j e w 510 
S 'UB 1 4 . 9 4 m m . 

•i n o ^ ° ^ 7 
f 85 86 

- - ^ 9^ 113 127 
i l r ' . . . . i T i . . . i i . , { i 

F i l e >B374T 
Bpk fib 5?1< 

0-
I i i i i | i i i i | i i i i ( i t i i | i < i i | i i i i | i i i i | i i i i ( i i i i | i i r i ( i i i i ( i i r 

48 68 88 180 126 140 

F i l e >BIGDI 
Bpk flb 999^ 

10080-

0-

3 
> y 

i 

r>decane 

. . I I 

Scan 12889 
~>7 8 . 0 8 m i n . 
f 

/ 35 86 98 ^ 156 
( -""--w. ^- ^ 1.1.3 127 

.,!. . , i v " rr" ./ / 

F i l e >BIGDI 
Bpk flb 999^ 

10080-

0-

40 60 80 188 128 148 

F i l e >BIGD1 
Bpk flb 999< 

10000-
> 

,1, 

njj.ec an e r 

i l 

- 7 Scan 7795 
) 9 . 0 0 m i n . 

71 
/ 85 86 98 156 
1 ,-" ^ 1 1 3 127 

i y ^ f / 

40 60 88 109 120 140 

F i l e >BIGD1 
Bpk flb 999< 

18800-

0-

> 

i 

^ j j j ecane c 

II 

57 
/ 

7 

.1 

Scan 12729 
8 . 0 0 m i n . 

' 1 
/ 8 - 5 86 a r 112 142 

• . l i . " ^ " " i . ..'V""" 

F i l e >BIGD1 
Bpk flb 999< 

18800-

0- i i i i i i i i i i i i i i i i i i i i i i i i i i i i i i j i i i i j i i i i j i i i i j i i i i | i t i i j i i i 

40 68 88 188 120 140 

1. Undecane 
2. Undecane 
3. Dodecane 
4. Tridecane 
5. Decane, 2-«ethyl-

156 C11H24 
156 C i i 1124 
170 C12H26 
184 C13H28 
156 C11H24 

Sample f i l e = >B3747 S p e c t r u m # : 
S e a r c h s p e e d : 1 T i 1 t i n g o p t i o n : 

-
P r o b . CAS # CON * ROOT 

» i . 9 5 * 1120214 12089 "BIGDB 
2 . 9 5 * 1120214 7705 "BIGDB 
3 . 86 112403 12729 "BIGDB 
4 . 86 629505 12223 ' "BIGDB 
5 . 8 3 * 6975980 12639 "BIGDB 

510 
No. of ion ranges searched; 44 

K DK" *FLG T I L T 7. CON c_J R_IV 

84 13 0 0 96 0 7 2 95 
77 19 0 0 96 4 72 93 
85 12 2 0 8 1 4 6 0 31 
84 24 2 0 89 2 60 3 1 
5 1 52 2 0 89 3 5 7 25 



Fi l e > 15374 i" 
Bpk ftb 162. 

-

18000-

0-

J6-8116-083 NJ DEP NflNCO »1 
H SUB 

71_ f j f 185 115 

1. i l . . . i . l 1 di ...n . 1.. . .... i"l ..1.1 

19 
f 

1 

l 1 

Scan 528 
15.31 min. 

34 

1.49̂  

Fi l e > 15374 i" 
Bpk ftb 162. 

-

18000-

0-
j i i i — i — | — i — i — i — i — » — i — i — i — i ( i i i — i — j — i i i i [ i i f i i i i i i i i , i i | i i i i i i 

40 68 80 100 120 
1 1 | t 1 1 1 

149 
F i l e > BI GDI 
Bpk flb 999'i 

18800-

0-

1 Benzene, 1 ,2 ,4 ,5—te + ramethy-1- ^ 

J i 65 77 91 1 B * ii_5 

1 . . i l i l 1 i • • • I I I f. . . i . l . 

19 

1 

i .1 

Scan 25739 
0.80 min. 

34 

136 

F i l e > BI GDI 
Bpk flb 999'i 

18800-

0-
40 60 88 180 128 140 

F i l e >BIGDI 
Bpk flb 999< 

10080-

0-

3 Benzene, 1-e thy 1-3 ,5-d itne thy 1 - . 

39 s i 65 77 91 195 115 

i q Scan 25T45 
9.09 min . 

134 
/ 136 

F i l e >BIGDI 
Bpk flb 999< 

10080-

0-

48 68 88 180 129 140 

F i l e >BIGD3 
Bpk flb 999' 

19800-

8-

5 Benzene, 1-methy1-4-t1-methylethy1J- , 

! 9 51 • 6 5 77 V 1 0 ! 115 
i > ........ i i i i . i . 

19 

1 

i 

Scan 26158 
0.00 min. 

f 135 

F i l e >BIGD3 
Bpk flb 999' 

19800-

8- -J I T T T I T 1 1 1 | 1 1 1 1 | 1 1 1 1 '] 1 1 1 1 } 1 1 1 1 ) 1 1 1 1 1 1 1 1 1 1 1 1 1 1 | 1 

48 ' 68 80 188 128 
' 1 1 \ \ 1 1 1 

140 

0( 30235 
1 . 
2. 
3 . 
4 . 
5 . 

Benzene, 
Ben zene , 
Benzene > 
Ben zene, 
Benzene, 

1,2 } 4,5-1 e t r a Me t h y 1 •••• 
i-ethy1-3 }S-diwethy1-
1-Me t h y1-4-(1-Met h y I e t h y 1) -
1~e t h y 1 --3 , S-d :i. Me t h y 1 -
l~ethyl--2 ,3-cliwethy 1-

134 
134 
134 
134 
134 

C10H14 
CI OH14 
CI OH14 
C10H14 
C10H14 

Sacip l e f i l e : >B3747 SpectroM #: 528 
>earch speed •• 1 T i l t i n g o p t i o n ; N No . of i o n ranges s earched 43 

-
Pr ob . CAS * CON \ 1= ROOT K DK #FLG TILT % CON C ...J 

1 . 87* 95932 25739 "BIGDB 67 35 0 0 78 13 55 80 
2 . 84* 934747 25745 "BIGDB 65 31 1 0 100 8 55 65 
3. 83* 99876 26158 "BIGDB 62 30 0 0 100 13 51 74 
4 . 83* 934747 26176 * "BIGDB 58 31 0 0 100 12 51 71 
5. 83* 933982 26173 "BIGDB 59 35 1 0 100 9 54 S3 



F i l e > 13374. 
Bpk fib 1085 

19080-

0-

•> J6-Q116-00S NJ DEP HfiNCCi *1 . 
• ? l SUB 1 

-

3? SI 65 77 78 V 104 115 
r—"""*" /' --__-— j" 
I . l , , 1 1 I 1 . , , ,r 1 1 1 1 . , . 1 1 1 1 , , , , I 1 1 . , 111 I I I 

j q Scan 533 
f " 15,41 min. 

1.34 

i Ji 
. 

( ( 1 1 1 ( 1 1 1 i | 1 1 1 1 ( 1 1 1 1 ( 1 1 1 1 ( 1 1 1 1 ( 1 1 1 1 | 1 1 1 1 | 1 1 1 1 [• ( 1 

40 50 68 78 89 90 100 110 120 139 
F i l e >BIGDI 
Bpk fib 333* 

18800-

0-

5 Benzene, 1-ethyl-3,5-dimethyl- 1 

41 51 65 77 7 9 91 105 i l B 

• » • »•• • «« - •< • I • i « i ....!,. i . t i i . l . 

Scan 25745 
0.89 min . 

134 

t . I I 

40 50 60 70 80 98 . 108 118 128 130 

F i l e >BIGDJ 
Bpk fib 999 ( 

10^09-

8-

3 Benzene, l ~ e t h y 1-2,4-dimethyl- . 
1 1 

41 51 65 77 JyS 91 165 115 

^ / ~——- y { 

j q Scan 25T48 
9.88 min . 

134 

1. 

F i l e >BIGDJ 
Bpk fib 999 ( 

10^09-

8-
40 50 68 78 88 96 180 110 128 138 

F i l e >BIGD1 
Bpk fib 999< 

10800-

6-

g Benzene, 2-ethy1-1,4-dimethy 1- . 

41 51 65 77^_ J* -91 185^ l L S 
• i i . . i i . - l ' . i 1 . . . . i . l , . 7~<, i . 

19 Scan 25741 
S.88 min . 

134 

J . 

F i l e >BIGD1 
Bpk fib 999< 

10800-

6- 1 i i i i j i i i i | i i i i | i i i i j i i i i j i i i i i i i i i i i i i i | i i i i | i i 

48 50 60 78 88 98 100 l i e 128 130 

000239: 
i . Ben zene, 1 ~e t h y1-3,5~d i M e t h y l - 134 CI OH!4 
2. Ben zene, 1 - e t h y. 1 - 2 > 4 - d i M e t h y 1 - 134 CIOHI4 
3 . Benzene, 2 - e t h y 1 - i , 4 - d i w e t h y I - 134 C10H14 
4 . Benzene, 2 - e t h y l - t , 3 - d i M e t h y l - 134 C10H14 
5 . Benzene, i-Methy1-3-C i-Methy l e t h y l ) - 134 C10H14 

SaMp 1 e f i l e : >B3747 Spec t r u M # •• 
Search speed; 1 T i 11 i n q o p t i o n : 

P r o b . CAS # CON t ROOT 

\ 1-. 88* 934747 25745 "BIGDB 
2 . 86* 874419 25740 "BIGDB 
3 . 86* 1758889 25741 "BIGDB 
4 . 86* 2870 044 25742 " "BIGDB 
S . 86* 535773 25737 "BIGDB 

533 
No. of ion ranges searched •• 43 

K DK #FLG TILT "A CON c_i r '•JK> 
70 26 2 0 92 0 65 54 
52 37 2 0 100 3 60 35 
S3 41 •71 

L.. 0 89 5 60 34 
50 38 2 0 100 1 60 31 
50 39 2 0 100 5 60 31 



F i l e >B374; 
Bpk flb 54as 

4000-

8-

? 

i, 

4 

1 

/ 

II 

c 

1 

6-0116-£ 

>? ? ^ 

188 NJ HEP NflNCO *1 Scan 539 
SUB 15.53 min. 

85 
81 p-^* 97 1 S 9 127 1 3 1 152 

11 i iif, u\ ii r i 1 

F i l e >B374; 
Bpk flb 54as 

4000-

8- 1 — i — n — i — l — r — j — i — t j — i — n — • — | — n — i — i ( i — i — r — I — | i i i ? — j — i — ; — n — | — i — n i — f — i i i i j i n i [ i — i i r j # 

49 • 60 80 160 120 149 
F i l e >BIGDI 
Bpk flb 999": 

10880-

0-

3 Cyc 1 ohexano 1 , -,3 , S 
1 ' L.^ 

41 55 

. 1111. . . . i n . i i i . 

; - d i m e t h y l - Scan 7332 
0.88 min. 

95 a* 1 ?7 
82 J.6 110 

• Til I ; ' " . i . '%. 

F i l e >BIGDI 
Bpk flb 999": 

10880-

0-
49 60 88 109 128 148 

F i l e >BIGD1 
Bpk flb 999^ 

100^00-

0-

> 4 
IMuNENE GLYCOL 
\3 <•}_ 

I 

Scan 7589 
8.09 min, 

82 93 108 152 

F i l e >BIGD1 
Bpk flb 999^ 

100^00-

0-

48 68 88 108 120 149 

F i l e >BIGD1 
Bpk flb 999' 

10000-

• 
0-

3 2 

A 

-Hexad? »C 

5E 
/ 

e n - l ^ t j l , 3 , 7 , 1 1 , 1 5 - t e t r a m e t h y l - , CR-LR*,R*- Scan 7746 

8.00 min. 

31 . 9 g i£3 

h - l 

F i l e >BIGD1 
Bpk flb 999' 

10000-

• 
0-

T T T T T f T T 1 1 | 1 1 1 1 | 1'1 1 1 j 1 1 1 1 | I 1 1 1 ) 1 1 1 1 J 1 1 1 1 | 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 

40 68 80 108 128 148 

000240 

i . Cvc1 obex an o1, 3,5~d iweth y I - 128 C3H160 
2 . LI.MONENE GLYCOL 196 C12H20O2 

? • 2-Hexadecen-i-ol, 3 , 7 , l i , 1 5 - t e t r a w e t h y 1 - , [R-[R* vR*~ 296 C20M40O 
<E)'.i:l-

4 . i-Hexene, 3 ,4 , 5 - t r ipiethy 1- 126 C9H18 
5 . TRIMETHYL-2\4 t 4 HEXENE-i 126 C9H18 

SaMple f i l e - . >B3747 SpectruM f-•• 
Search speed: i T i l t i n g option; N 

539 
No . of ion ranaes searched 43 

Prob. CAS * CON * ROOT K DK 4FLG TILT 7. CON C„I R. 

1. 20 5441521 7332 "BIGDB 33 54 1 " 0 75 51 5 12 
L - . 20 0 7509 "BIGDB 48 30 2 0 59 54 5 16 
3 . 20 150867 7746 ' "BIGDB 37 35 2 0 75 54 5 12 
4 . 11* 5672810 0 7321 "BIGDB 32 53 2 0 100 63 2 16 
5 . 1 1 * 0 7322 "BIGDB 27 64 3 0 75 62 2 13 



T i l e >B3?4; 
Bpk fib 861: 

8-

? J6-0116-808 1 
i SUB 

91... 

39 51 65 ? 7 

\ . \ , , 111,.i.. i .1 . i i , , 11, , . i . . i 

JJ DEP NONCO * t l , 

103 1 1 5 ^ 

, i . n i l , 11 

Scan 550 
( 15.76 min. 

131 14S 

1 i i l l . i 1 
I i i i i ) < i i. i | i i i i [ i i i i j i i i i | i i i i | i i i i j i i i i [ i i i i [ i i i i | i i i i 

48 68 88 188 128 148 

File >BI6DI 
Bpk fib 999e 

18000-

8-

3 Benzene, 1 , 3 - d i e t h y l -
1 

91 

41 51 65 ? / ^ i 193 

f. ,t.. . i . i ' . . . I i i ..!... Til i i . l . 

1 Q Scan 26177 
/ " 8.88 min . 

134 
136 

File >BI6DI 
Bpk fib 999e 

18000-

8-
48 68 88 108 120 149 

F i l e >BIGDI 
Bpk flb 999* 

18808-

0-

} Benzene, (1 ,1-dimethylpropyl) 

91 

V- 51 65 77 ^ 

r / / 

183 

j q Scan 26189 
/ ' 8.89 min . 

133 i l l 
I f. 1 

F i l e >BIGDI 
Bpk flb 999* 

18808-

0-
48 68 89 100 128 148 

F i l e >BIGD] 
Bpk flb 999< 

18000-

0-

5 flziridine, 1-phenyl- ^ 

4 2 5 1 65 '/' 
.11 11. . 11 11 

Scan 25716 
0.80 min . 

119 
184 ' ^ _ J 3 Q 

i ~~~< i r r 

F i l e >BIGD] 
Bpk flb 999< 

18000-

0-

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 J 1 1 1 1 1 1 1 1 1 ) 1 1 1 1 J I 1 1 1 J 1 1 1 1 1 1 1 1 1 J 1 1 1 1 1 1 1 1 1 

40 68 80 100 120 .148 

000341 
1 . Benzene, 1 , 3 - d i e t h y l -

Benzene, (1 > i- d i w e t h y I p r opy 1)--
A z i r i d i n e , i - p h e n y l -
Cyc'i ohexene , 3--pieth y lene-4- ( 1 , 2-propadieny 1 )• 
Benzene, isocyanato-

134 
148 
119 
132 
119 

CI OH14 
CI 11416 
C8H9N 
CI OH12 
C7H5N0 

Sanple f i l e : >B3747 Spectrum *: 550 
Search speed 1 T i l t i n g o p t i o n : N No . of i o n r anges searched 43 

-
Prob . CAS # CON = 1= ROOT !< DK *FLG TILT % CON C. J R_IV 

" i . 25 141935 26177 "BIGDB 62 48 2 0 91 48 7 13 
.2 . 20* 20 49958 26139 "BIGDB 28 62 2 0 96 55 5 14 
3. 15* 696184 25716 "BIGDB 24 68 3 0 249 56 3 12 
4 . 13* 68377811 25080 * "BIGDB 57 50 2 0 43 64 3 34 
5 . 1 1 * 103719 26140 "BIGDB 34 49 2 0 100 64 2 17 



F i l e >33.3747 J6-8116-808 
SUB 

HJ BEP HOWCO Scan 557 
15.99 min. 

10008-

41 5 7 65 V 183 J3* 
133 
/ 

148 

/ / / 1 1 ""] 
0- I . l . I It . 

- i — i — r - i — i — i — i — 

...1 i , i ..... 
1 I J t t ! 1 I 1 

Ih .... 
i i i i—i i i 

, i 1 r ... i 1 1 l l . . 11 . 
1 ) 1 1 1 ' ' ' 1 1 ' 1 ' 1 ' '' ' ' 

I 1 , l l 
- j — I I I I I — 1 — 1 — r — r 

1 
f t r I i •40 66 80 100 120 14Q 

F i l e >BIGDB Benzene, ( 1 , 1 - d i m e t h y l p r o p y 1 ) -
Bpk flb 9999 

19880-

119 Scan 26189 
8.88 min. 

91 

51 65 77 183 . 
115 

133 

• i ' i ' i " i " i 
f 

• 1 ''I'11 • 1 • c 
i • i 1111 11 • i • i i ' i ' i ' i ' I ' i i i ' i ' i ' i ' i i i i ' i ' i ' i {• i i i ' i ' i ' i ' ! i i i i i i 1' 

40 68 88 188 128 140 

Fil i = > B IGDB 1-Phel landrene 
Bpk flb 999? 

18880-

119 Scan 26183 
0.09 min. 

39 51 

- I L i 

65 
/ 

91 
/ 

183 
115 

40 
r - i ' I ' 

68 
4^ i I i i i 4̂  i 1 1 1 1 i 

88 

' i I I ) i * 

100 
1 1 I 

134 
/ 

1 2 8 i 4 o 

File >BIGDB Eenzaldehyde, 4-(1-methylethy1)-
Bpk flb 9999 105 

10000-1 -—. 

J35f3can 36093 
0 -$0£ mm 

39 51 91 
/ 

- i U l I ' I ' i I I i ' l ' l ' l ' l ( ' I ' l ' l ' l ' l I 
48 60 88 

I ' l h ' j i i i r ) ' i i i i i ' i ' ' 

106 119 
/ 

180 
" i \ i ' l ' l ' l ' l r i i I ' I ' I ' I T I | I r i ' 

128 149 

000242 

1. Benzene, ( 1 , i-die>e thy I p r op y 1) -
2. 1-Phellandrene 
3. Benzaldehyde, 4 ~ < i ~ m e t h y l e t h y 1 ) 
4. Benzene, isocwanato-
5. IMIDAZOLi,5-AlPYRIDINE 

148 C11H16 
136 C10H16 
148 C10H12O 
119 C7H5N0 
119 C6H5N3 

Sample f i l e : >B3747 Spectrum t-•• 
Search speed-. 1 T i l t i n g option-- N 

S57 
No. of i o n ranges searched: 43 

Pr ob CAS * CON # ROOT DK f-FLG TILT % CON C_I R IV 

« 1-

& . 
4 . 
5. 

t > * 

20 
15* 
15* 
15* 

2049958 
99832 

122032 
103719 

0 

26189 
26183 
36093 
26140 
25710 

"BIGDB 
"BIGDB 
"BIGDB 
"BIGDB 
"BIGDB 

20 
45 
29 

70 
38 
59 
61 
68 

2 
2 
1 
3 
3 

0 
0 
0 
0 
0 

70 
100 
27 
100 
100 

47 
51 
60 
56 
58 

7 
5 
3 
3 
3 

13 
15 
16 
12 
12 



F i l e >D3?4? ^ 
Bpk RP 12191 > 

1 0000-

40 

.16-0116-003 

105 
91 y ~ 

HJ BEP NOW CO- a i 
SUB 

Sc an 566 
16.03 min . 

134 
26? 

80 120 
i i | i i i | i i i j i i i | i i i | i i i | r i i | i ) i ( i i i ( i i i 

168 200 240 286 328 
-T7-T4 

F i l e >BIGDB B i c yc 1 oC 3̂ .2 .1 3 oc t-2-ene , 3-methy 1-4-methylene-
Bpk fib 9999 " '/ 

18800-1 

136 

Scan £ 6 1 5 3 
0 . 8 8 m i n . 

8-

41 

49 88 
T*' ' ' 1 ' ' ' I 

120 160 
"T—r~y—rt-T"i—1"*>' 11" |—i—i—r*|—r-i—r-j T - I - T • p r t - r p i " ) 

289 248 288 328 
File >BIGDB Benzene, 1 , 2-d jug. thy 1-
Bpk fib 999? JL--

10000-1 " 

Scan 26175 
0.99 min. 

51 
91 

49 88 
g j "^' r * * * ) * i " i T)*r*'f''i' ^ i"t* 

134 
137 

120 168 
1 I I I I I 

20© ' ' ' M ' ' ! " '288' ' ' "32( 
F i l e >BIGDB Benzene, 1,2-dkathyl-
Bpk fib 9999 

100004 

Scan 25743 
8.80 min. 

51 

|Lw|u»4>ri|i1'^iti|w j i 

40 88 

134 
91 -

80 120 169 

136 

i I i i i I i i i | i i i i i i i [ i i i i i i i ) i i i i i i i | i i i 

169 280 248 280 320 

000243 
i . 
2. 
3,. 
4 . 

B i c y c 1 o I 3 . 2 . i 3 oc t -2-en e, 3-«e t h y 1 -4-«e t h y Iene-
Benzene, 1 , 2 - d i e t h y 1 -
Benzene, 1 , 2 - d i e t h y 1 -
Benzene, 1 - 3 - d i e t h y 1 ~ 
Benzene, 1 , 3 - d i e t h y l -

134 
134 
134 
134 
134 

C10H14 
Ci 01-114 
C10H14 
C10H14 
C1QH14 

SaMple f i l e : >B3747 Spectrum r i66 
Search speed 1 T i 11 i n q option-. N No . of ion ranges searched 43 

-
Prob . CAS * CON * ROOT l< DK *FLG TILT % CON C _ I 

* 1 . 31* 49826531 26153 "BIGDB 26 83 2 0 106 35 12 14 
31* 135013 26175 "BIGDB 63 42 1 0 69 56 8 60 

3. 31* 135013 25743 "BIGDB 57 49 0 0 62 58 . 8 69 
4 . 31* 141935 25746 ' "BIGDB 51 51 0 0 62 58 8 61 
5 . 23* 141935 26177 "BIGDB 63 47 T> 0 69 56 6 41 



F i l e >B3?4? 43 
Bpk f lb 147? 

1 eeeeh 

0-

1 ,.• 
J f c - 0 1 1 & - 0 0 8 
57 
/ 

SUB 

.....II 

71 

NJ B£P HfiNCCi tti 

184 113 126 

i - c an b 1' r' 
1 6 . 3 8 m i n . 

133 

, ! , , . . , , 1 . 1 . . i t . . . 1 . 
l 1 ( 1 1 1 1 1 1 1 | 1 1 1 1 1 1 1 1 1 1 1 1 ' t 1 ' ' ' ' i ' < ' < 1 1 ' ' ' t 1 1 1 1 I 1 1 1 ' I ' 1 1 1 

40 68 80 100 120 140 

F i l e > BIGDB Ur tdecane , 2-me t h y 1 • 
Bpk flb 8999 / ' c 7 

19008-1 7 
' 71 

Scan 12725 
0 . 0 8 m i n . 

40 
r*p™i—1—r 

68 
t i l l 

99 
/ 

1 I ' I ' I 1 

113 

80 100 

126 127 128 

1 "I ''" 
120 

1 1 1—1 1 1 1 

148 

F i l e > BIGDB U m l e c a n e , 2 - m e t h y l -
Bpk Ob 999? , 57 

10000-j ,/ _ , 
1' 1 

Scan 12726 
0 . 9 0 m i n . 

0-J 
48 

1 1 1 i ' i ' i 

85 

I 1 . , ' i ' l ' l ' l 1 • ' • ' i ' l ' l ' l • 1 1 i ' l ' l ' l • 1 1 1 i ' i ' i 1 1 
68 88 108 

» 

i ' l ' l ' l — I I I I I ' l I 

128 148 

F i l e >BIGDB D e c a n e , 2 , 9 - d i m e t h y I -
Bpk flb 9999 , 

190004 

8-1 

r 
48 

57 
/ 

111, 
71 

—- 72 85 
99 
/ 

113 126 

Scan 12169 
8 . 8 8 m i n . 

128 

I 1 1 i ' l ' l ' l ' l 1 i 1 i ' i ' i ' i 1 1 1 1 i 1 1 1 1 i i i 1 

60 80 180 

1 1 ' 1 1 i 1 1 1 111 ) 1 1 1 i j i 1 1 1 

120 148 

000244 

1 . U n d e c a n e , 2 - M e t h y l -
2 . U n d e c a n e , 2 - r i e t h y l ~ . 
3 . D e c a n e , 2 , 9 - d i w e t h y 1 -
4 . D o d e c a n e , 2 , , 6 , 1 i ~ t r i m e t h y I 
5. Undecane, 2-wethyl-

170 C12H26 
17 0 C12H26 
170 C12H26 
212 C1SH32 
170 C12H26 

Sample f i l e : >B3747 Spectrun #= 
Search speed -. 1 T i l t i n g option •• N 

577 
No. of ion ranges searched: 47 

Prob. CAS * CON * ROOT K DK *FLG TILT X CON C__l R. _I'J 

i . .67 7045718 12725 "BIGDB 67 27 0 &~ 0 100 11 34 23 
2. 67 7045718 12726 "BIGDB 71 33 2 0 91 11 • 34 25 
3. 67 1002171 12169 "BIGDB 60 32 2 0 100 14 34 21 
4 . 60 31295564 7738 ' "BIGDB 61 63 2 0 68 15 30 12 
5. 60 70 45718 12167 "BIGDB 61 38 n 

1— 0 100 l i 30 19 



F i l e >B3?4T 
Bpk fib i d s ; 

10000^ 

> 

:6 

i . 

C 

41 

,1. ....i! 

-46-0116-008 HJ HEP Hfi 
SUB 

71 35 

1 1 f 

HCO. ttl Scan 5 GO 
16.43 min. 

1 
118 " / ' ^ i . ? 1 166 

1 1 1 1 1 1 1 1 1 1 1 1 1 1 I 1 1 1 1 1 1 1 1 1 I 1 1 1 1 1 1 1 1 1 1 t I 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 I 1 I I 1 1 '• • 

48 68 88 100 120 148 160 

F i l e >BI6DI 
Bpk fib 4536 

4000-

i - : 

\ 
QJ 

) flzetidi(£ 
) 

42 

t®, Scan 89 
y 0.08 min. 

F i l e >BI6DI 
Bpk fib 4536 

4000-

i - : 

\ 
QJ I'l' 1 ' ' 1 1 1 ' 
40 

i i i 1 i ' i i i i i i i | i i i i ( i i i i ( i i i i | » i i i |' ' '' ' i \ ' i > ' | 1 ' 1 1 j ' ' ' ' | ' ' • 

60 88 108 120 140 168 

F i l e >BIGDI 
Bpk fib 939* 

10000-

0-

3 
' 
Butane,, 

41 

ll 

_ 2 - a z i d o - 2 , 3 , 3 - t r i m e t h y l - Scan 1949 
y 0.00 min. 

8 , 99 US 

f .( 

F i l e >BIGDI 
Bpk fib 939* 

10000-

0-

48 68 88 108 128 148 168 

F i l e >BIGDT 
Bpk fib 999' 

1000©-

B 
ji 
Urea, 1^ 

41 
"̂̂—" 

11. . ... i. r i 

a r - d i - 2 - p r o p e n y l - Scan 1926 
* 8-08 min. 
t 

125 148 141 142 
63 8 5 98 u i lT ^ 
/ { {, 1 X 

•t 
41 

'I'I'I I ' l ' l ' l ' l 

a 
i ' i ' i ' i i ' i ' i ' i ' r i ' i TI'1'1 i i i i ' i ' i ' i | ' i i i r i ' t ' i i i i i ' i ' i i i i i i ' i ' i ' i i i • i i i i • i i i i 
68 .88 ' 180 120 140 160 

000245 

1. A zetidine 57 C3H7N 
2. Butane, 2 -- a z i d o - 2,3 3 -1 r i M e t h y I •-• 141 C7H15N3 
3. Urea, N,N'-di-2-propenvl- 140 C7H12N20 

Sanple f i l e : . >B3747 Spectruw #: 583 
Search speed: l T i l t i n g option-. N No. of ion ranges searched-. 

Prob . CAS * CON # ROOT K DK *FLG TILT % CON C_I R. 

i . 25* 503297 89 "BIGDB 23 64 1 0 141 50 7 • 14 

2. 25 51677419 1949 "BIGDB 38 27 2 0 94 45 8 13 
3 . i S * 1801725 1926 "BIGDB 26 64 3 0 130 56 3 13 



File >B3?47 
Bpk ftb 81 Si 

58880-

0-

7 J b - 8 1 1 6 - - 8 8 8 ' NJ BEP NflNCO a l -
i 7 SUB 

42 5 4 68 78 95 l f j 8 j J S 

- . . . . I .!•. •.T. i . i FT. I . I .. . . . I . . . f ' . i . l i 

3fr, Scan 596 
f ' 1 6 . 6 9 m i n . 

151 166 

, ; \ \ 

File >B3?47 
Bpk ftb 81 Si 

58880-

0- I ' f r i 1 1 | 1 1 1 1 | 1 1 < 1 | 1 1 1 1 ( I 1 1 I | 1 1 1 ' | 1 ' ' ' ( ' ' 1 1 | ' ' r r ( t f i i f r I i f ( I I < i | i i i 

40 69 80 180 120 140 160 

F i l e PRIPOL 
Bpk Rb 999<; 

1 8080-

8-

. N a p h r h a l e n e - d S 1 
I 

42 54 68 ™ ? 9 *?* 121 
y f J •* y 

Scan 435 
z J 0 . 0 9 m i n . 

148 

i y 

F i l e PRIPOL 
Bpk Rb 999<; 

1 8080-

8- 1 [ 1 11 i i [ 1 I I 1 | 1 I ' I ' i | i i 1 I ' l 1 I ' i ' i I ' i ' i i 1 j i I I ' I ' I I ' l i i | ' i 1 '1 i | 1 I ' t ' I 

40 60 88 188 120 140 160 

F i l e PRIPOl 
Bpk Ob 9 9 9 c 

10009-

0-

HAPTHflLENE-DS j 
1 

42 5 4 66 78 I * • 108 . ' 

Scan 441. 
/ " ' 0 . 0 9 m i n . 

138 

F i l e PRIPOl 
Bpk Ob 9 9 9 c 

10009-

0-

46 68 88 180 128 
t | l l l ( | I I I I | ( l b 

148 166 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0-

5 6 H - P u r i n - 6 - o n e , i , 7 - d i h y d r o - j 

54 

/ ^ o l l e g 
X ^ / 

1 , , l , |. 

^ 6 Scan 3 2 3 4 1 
f 0 -00 m i n . 

138 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0- i 1 i i i i 1 i ' l i i | i i l l j i i i i i ' l i i t | i i i i ) i i i 1 i i i i t | i i i i ) i i ' 

40 68 80 188 120 
' l J 1 1 1 I j 1 1 1 \ \ \ I f 

148 168 

2. NAPTHALENE--D8 

INTERNAL STD. 
? -> 3 . 6H-Purin-6-one> 1 , 7-di hydro -

4. 7H-Pyrazolot4)3-d3pyriMidin-7-on©, 1,4-dihydro-
5. 2 ?i,3-Benzothiadiazole 

BNA 

000246 
136 CiO.D3 

. B 0 0 
136 C-10.B8. 

136 CSH4M40 
136 C5H4N4Q 
136 C6H4N2S 

Sawple f i l e : >B3747 Spectrum *= S96 
Sea? "ch s p e e d •• 1 T i l t i n g o p t i o n - . N No . o f i o n r a n g e s s e a r c h e d 4 2 

P r o b . CAS # CON * ROOT l< DK # : :'LG T I L T % CON C .J- R J ' V 

» i . 9 4 * 435 208 PRIPOL 80 13 1 0 iOO 6 68 93 
2 . 7 S * 4 4 1 209 PRIPOL 75 27 1 0 61 30 37 73 
3 . 4 4 * 6894 0 3 2 3 4 1 "BIGDB . 38 47 3 0 100 2.5 17 15 



F i 2 e >S3?-4. 
Bpk fib 1Q5C 

10000^ 

0-

? .16-0116-008 NJ DEP NflNCO * 
<6 SUB 

El 64 ?_? 89 n - I _ 1J9 

»-1 *i* •"•'••jij •' | !• i j . i ••• i I - - 1 

' 1 3 1 S c art 6 © 3 
•- 16.83 min. 

V46 162 
1 / i< , ill. , . , 

48 60 88 108 128 140 160 

f i l e >BIGDI 
Bpk flb 333*. 

10Q80-

0-

5 IH-Indene, 2,3 - d i h y d r o - 1 , 3 - d i m e t h y l -

t ( j i —•«.— - * lrT*! , J , i i i i 11 i i 

p-j Scan 38246 
J j - - 3.08 min. 

1 4 6 149 

1 i ' . . : - " " " " " 

f i l e >BIGDI 
Bpk flb 333*. 

10Q80-

0-
48 60 80 100 128 140 160 

F i l e >BIGD1 
Bpk flb 999 c 

10800-

0-

3 IH-Indene, £,3-dihydro-1,6-dime thy 1-
1 

SI 64 7? 91 1 IS 129 

131 Scan 33247 
0.08 min. 

1 4 6 149 

j 

F i l e >BIGD1 
Bpk flb 999 c 

10800-

0-
48 68 88 189 126 148 168 

F i l e >BIGD] 
Bpk flb 999' 

10000-

0-

8 Benzene, 11 ,1-dimethy1-2-propenyI)-

91 
5 1 ^ 53 7_̂ _ 78 p""* l l f 129 

.1... .rl.i" llT!"". ......1 1., II... Ti. 

131 Scan 36241 
0.00 rain. 

I 4 6 

/ I 4 8 

! .I.^-""""" 

F i l e >BIGD] 
Bpk flb 999' 

10000-

0-

•y I T T I ! I r n | i i i i ] i i i i | i i i i j > i i i | i i i i j i i ! > j i i i > j i i i > | 1 1 ' 1 ) ' 1 ' 1 ! 1 1 1 ' 

40 " 6 0 80 100 128 140 168 

000247 
i . 
2. 
3. 
4 . 
5 . 

IH-Indene , 2 ,3-dih ydr o-i ,3---diMethyl~ 
iH-1ndene2 ;.3-d i h ydr 0-1 > 6-d iMeth y 1 -
Benzene, ( i , i - d i t t e t h y 1 - 2 - p r o p e n y 1 ) -
iH-Indene v 2 .3-d i h ydr 0 - i , i - d i Me t hy1-
i,i-DIMETHYL-2-PHENYLCYCLOPROPANE 

i46 CilH14 
146 Cii. 1114 
146 C11H14 
146 C11H14 
146 C11H14 

Sawple f i l e : >B3747 SpectruM 603 
Search speed: i T i l t i n g o p tion: N No. of ion ranges searched-. 43 

Prob . CAS * CON # ROOT K DK *FLG TILT X CON c_i 

1 . 74* 4175535 30246 "BIGDB 69 33 2 0 91 14 39 49 
2 . 63* 17059482 30247 "BIGDB 57 43 2 0 94 19 30 34 
3. 58* 18321363 30241 "BIGDB 50 52 0 80 18 25 23 
4 . 42* 4912929 30244 4 "BIGDB 40 53 2 0 98 28 14 19 
5. 35* 0 30254 "BIGDB 34 17 0 0 49 50 11 33 



F i l e >B3?4? 57J6.-0116-003 
Bpk flb 119907/ 

100000^ 

0-1 

HJ BEP NflNCO *1 
SUB 

Scan 613 
17.04 min. 

f 

71 

/• 
85 

113 131 133 1 4 8 / 99 113 131 133 1 4 8 179 
1. 1 1 .....II . , i i i . i . 1. ... ..J .... ... .1 . i . l . ., ... . 1. 

40 60 80 100 
I 1 I I 

128 140 169 

F i l e >BIGDB Do.decane 
Bpk Rb 9999 V K 

10000-i 
57 
/ 

Scan 12729 
0.00 min. 

1*1 i e l * 4 
48 

I " I l T I 

60 

85 
98 112 1.27 

/ 
i i i - i ' i ' i ' l ' l ' i [ . i ' i ' i ' i 1 ) i i ' i i ['I'i I I ( I I I ' I I 

80 108 120 

141 

I ' i i i i ( i i i i 

148 168 

F"i 1 e > BIGDB Bqdecaiie 
Bpk flb 999? / 5 7 

K 10^08-j / 

48 
l'V i»|'i'iH'l'| i ' i ' i ' i 1 ] 

68 

71 
/ 85 

99 113 
I / ' / 

I ' i S'I'I'I'I'I'i | ' i I' I ' i ' i ' i i i i |'H'I •' • | i i I'l ! 

I i 141 

Scan 12168 
0.88 min. 

178 

38 180. 128 148 160 
F i l e >BIGDB n ad e cane. 
Bpk flb 9999 , 

100004 f 

0-J 

57 
/ 

I i i |'iMU 
40 

7 
60 

85 
/ 99 113 127 141 

Scan 12727 
8.80 min . 

170 

I ) i ' i ' i l ' j I I I i | i ' I ' i i ) i i i'l' ) i i i i ] ' l ' I i i ) i i I'l ) r i i i | ' l i i i ) i i i i | i i i I ) 
80 100 120 140 160 

1. D (5 decane? 
2. Dodecane 
3. Dodec.ane 
4. Dodecane 
5. Tridecane 

0 

000248 

170 C12H26 
170 C12H26 
170 C12H26 
170 C12H26 
184 C13H28 

Sample f i l e : >B3747 Spectrum *: 
Search speed-. 1 T i l t i n g option-. N 

6i ; 
No. of ion ranges searched-. 44 

Prob . CAS * CON * ROOT K DK t-FLG TILT % CON G_I R_IV 

* 1. 97* 112403 12729 "BIGDB 97 0 0 0 90 10 68 97 
2. 9S* 112403 12168 "BIGDB 91 8 0 0 93 12 64 96 
3. 94* 112403 12727 "BIGDB 79 18 0 0 93 i i 64 94 
4 . 86* 112403 12728 ' "BIGDB 59 34 0 0 97 10 59 72 
S . 83 629505 12750 "BIGDB 87 20 1 0 81 10 54 50 



F i l e >B3?4. 
Bpk fib 5607 

48800-

0 J 

"K 

A 

1, 1 

3̂ 
•t1 

II 

,-16-0116-008 NJ DEP NANCO 4*1- ;-:cari 62? 
J SUB 17.:3£ mm. 

85 J Z l j 2 149 1 4 1 l f e 2 ' 134 

. ..u y \T . ...rrT"? . . .. ̂ r-rT . •/' 

F i l e >B3?4. 
Bpk fib 5607 

48800-

0 J 

1 i i i i | i i i i | i I I — i | i i i i j i i i i | i i i i t i i i i | i i i i | i i i i [ i i i i i i i i i | i i i i i i i i i i I I i i i i « 

• 0 60 83 16© \ 128 140 166 18Q 

F i l e >BIGDI 
Bpk flb 999 c 

19880-

8-

) I 
? 

A 

1, 

Indec ar 

,1 

•i%« 2 ,6-rdimethyl-• Scan r'?38 
J - 0.88 min. 

.I- 1

 Q o , 12? 141 169 184 

F i l e >BIGDI 
Bpk flb 999 c 

19880-

8-
T8 68 88 100 128 148 168 188 

F i l e >BIGDI 
Bpk flb 999< 

18909-

3 I 
> 

. 1 

/ndecar 

(•3 
/ 

. ...,.11 

2 , 6 - d i m e t h y l - Scan 18183 
l i - 9 .09 min . 

J - 1 85 '^J? 113 >J7 J 1 l69 184 

48 68 88 188 128 146 168 186 

F i l e >BIGD1 
Bpk flb 999< 

10000-

8-

3 I 

.1, 

3odecat 

t3 

i i 

6-methyl- Scan 18184 
J J 8.08 min-

j-- 1 88 9 8 • 140 141 169 184 

f y ^ \ y 
..I. . ..." r, .r ... ^ > 

F i l e >BIGD1 
Bpk flb 999< 

10000-

8- J 1 I I 1 1 1 1 1 1 I 1 1 1 1 J 1 1 1 1 J 1 1 1 1 1 1 1 1 1 J 1 1 1 1 1 1 1 1 1 J 1 1 1 1 J 1 1 1 1 1 1 1 1 1 ) 1 1 1 1 1 1 1 1 1 J 1 1 1 1 1 1 1 

40 60 80 108 128 140 160 188 

i . 
2 
3 
4 

Undecane, 2,6-diwethy1-
Undecane, 2>6-dinethyl-
Do decane, 6-Methy'i--
Undecane, 3,6-difiethy1-
Decane, 2 > 6 , 8-tr i f i e t h y 1-

00024 

184 
184 
184 
184 
184 

C13H28 
C13H28 
C13H28 
C13H28 
C13H28 

Saciple f i l e >B3747 SpectruM #: 62 7 
Search speed 1 T i l t i n g option-. N No . of i o n ranges searched:• 43 

-
Pr ob . CAS * CON \ 1= ROOT K DK *F "LG TILT X CON C_I 

i i " . 95* 17301234 7730 "BIGDB 76 19 0 0 10 0 0 72 93 
2 . 88* 17301234 18183 "BIGDB 74 28 2 0 86 0 65 56 
3. 86* 6044719 13184 "BIGDB 64 33 0 0 97 8 59 77 
4 . 83* 17301289 7486 * "BIGDB 61 37 i 0 86 6 54 57 
S . 79* 62108263 7482 "BIGDB 51 41 o 0 100 8 48 33 



F i l e >B3?4? 41 
Epk fib 5456 

4688-; 

0-" 

J6-0116-088 

55 69 

HJ HEP NONCO *1 
SUB 133 

Scan 639 
17.56 min. 

II .hi Hi I I. 
I i 1 1 1 I 1 r 1 1 1 1 1 < 

49 69 

91 
/ 

l.i.l.ll. I . , , II 

182 
195 

115 
./' 

i, ,.!.! Mill , ..III 
I I I I I I I I I I I I I I I I I I I I I » I I I I I I I I I I I I I I I I I I I I I I I I I I I I I ) I I 
89 IOO 128 14Q 169 189 

145 
/ 

I il l l . 

162 
/ 
I, ,11 

F i l e >BIGDB Cyc 1 op ropanam i ne , 2-phenyl-, t r a n s - ( .+-3 ̂ 1>-
Bpk fib 9999 /" 

10000-j 

Scan 31150 
0.08 min. 

58 
56 

0-»t('i'i • • I'l'l'l'l , I'I'I 1 ) 1 1 i'l') 

1 1 5 

?? 91 103 / 

(\U ,, • ,'/•i'I'I •,, JHi 40 60 80 108 128 . 

134 

1 1 I 1 1 1 1 I 1 1 i 1 I 1 1 

149 160 
-r-T-T-r-y-T 

189 

F i l e > BIGDB Benzene, 1,4-dipropy 1-
Bpk fib 999? 

10088-

133 
/ 

Scan 39950 
8.00 min. 

41 65 77 
91 

104 

I'I'I • 1 •> ! I ' l ' i ' l ' l ' l I'I'I'] 1 1 I'i'i 
40 60 

119 

8W 
i - i ' i - i • • 1 i ' i ' i ' i 1 1 I ' I ' I 1 1 1 1 1 11 

180 128 

14? 
162 

f 

140 168 

163 

fTT'f r r 

188 
Fil*> ">BIGDB Benzene, 2 ,4-dimethy 1-1-t1-methylpropylJ^v 
Bpk "fib 9999 ,• 

10000-1 

39 
6 5 77 91 185 119 

- \ / / •' 
8 J |l'n 1 ri'i'i'rri'i'i'iTiTri'l'j'i'ri'i'i'n'rri'i'i'i'ri'i'i'i'l'i'i rrl'i'l 

147 

Scan 38947 
0.00 min. 

162 164 

40 68 38 100 120 
'i rrrri'i'i 111 i'i'i'i i 1t n 1 1 y\ 
140 168 180 

000250 

i . 
2 
3 
4 
5 

Cyclopr opananine , 2 - phenyl-, trans-< . + •-• . )• 
Ben z en a, i •. 4-d i p r 0 p y 1 •-• 
Benzene, 2,4-d i Methy1-1-<i~«ethyIpropyI)-
6H,7H,8H-2-PYRINDINE,, 3-METHYL-
G u i n o l i n e , 1 ,2,3,4--tet r ah ydr 0-

133 C9M11N 
162 C12H18 
162 C12H18 
133 C9H11N 
133 C9H11N 

Sawple f i l e . >B3747 Spectrum f•: 
Search speed: 1 T i l t i n g o p t i o n : N 

639 
No. of i o n ranaes searched: 43 

Prob . CAS * CON # ROOT K DK #FLG TILT 7. CON c_J. R_IV 

1-, 28* 155099 31150 "BIGDB 56 62 2 0 86 54 8 33 
2 . 25* 4815570 30950 "BIGDB 29 63 2 0 88 50 7 14 !. 
3. 25* 1483609 30947 "BIGDB 21 71 2 0 88 47 7 13 

'•\ 
4 . 20* 0 30881 ' "BIGDB 30 67 2 0 85 53 5 14 • i 
5. 20* 635461 31149 "BIGDB 29 79 3 0 107 53 5 13 

t 



F i l e >V3?4? 
Bpk fib 782? 

41 
5000-} 

.16-01 16-003 HJ DEP H 
SUB 

0H 

5 5 91 

S can 65 © 
1 7 . 7 9 m i n . 

!• .1 l i i l , •• l i l . l . i i , . IH . i l I i l . i . . . , . h i , ! I I i i . I .11.1 Ii i I I I ! , . I i ii , 
i i i i i j i . f i | . i i i | i . i J | I I I I J I I I . ^ I J I I | I I I I f i i i i f i i i i f i i i i f i i i i | i i i i | i i i i | i 

60 80 109 120 148 168 180 

69 
-—~ 

l i l . l . i i . . l l l . i 

105 

I !i . i <h<! 

1 45 

i'hi 

162 
168 

4 8 

F i l e /BIGDB 2 ,3 ,7-TRINETHYL-NGRCfiRfiBIEN-?-CftRBONIC fiC4B 
Bpk flb 9999 Q 1 H 7 / 

188804 

Scan 310O6 
0 . 0 8 m i n . 

/ 1 ?8 
195 168 /' 

l< I I I 1 1 I I 1 I 1 I 1 I I 1 I I I I I I 1 I I 1 i' i i i — | j J i i i i •iL, i • > 111 I I i i i 1 

4 0 60 88 100 120 140 168 188 
F i l ^ > BIGDB E t h a n e , 1 , 1 , 1 , 2 - t e t r a c h l o r o -

0 J 

117 
131 

/ 

4 8 

4 9 
/ 

63 
/ 

9 5 
75 
/ 

97 

, i | l | l | n f i , | | i | i | i | , ( i j n i , , , n 

68 88 
Mi'i'i'i 

180 . 
t ^ l 

120 

143 
i ' i ' i I I I I . ' ' ' | ' ' ' ' | ' 

148 168 

Scan 30979 
8.98 min . 

165 168 

'Vfy ' ' • n 
138 

F i l e >BIGDB Benzene, 1-pentenyl-
Bpk flb 9999 

10000-

11? Scan 25195 
8.00 min. 

39 65 
91 

I'm ri'l'iMTi'l'l'rl'i'n'I'I'i i rri'i'l'i'i'iTiTi i'i'i'i' 

<•<' 
r 

>¥+• 

104 
/ 

128 

s 

146 
/ 

143 

40 60 80 100 
! i ' l ' i ' l ' l ' l i i i ' l ' i ' l ' l ' l i i i i i 

128 148 
j i T I I f' i i i' i ] i i l l |' i 

160 1 80 

000251 

i . 
2, 
3 . 
4 
5. 

2,3 ,7~TRIMETHYL-NORCARADIEN-7-CARB0NIC ACID 
Ethane, i ;. i ... i , 2 - t e t r a c h l or o-
Benzene, 1-penteny1-
Benzene, (1 ~ethyl---2~pr openy 1 >•-
2-T-BUTYL-3 , 7 - D E H Y I) R 0 T R 0 P 0 N E 

178 C11H1402 
166 C2H2C14 
146 C11H14 
146 C11H14 
160 C11H120 

Sanple f i l e : >B3747 
Search speed: i 

Spectrufi t : 
T i l t i n g option-. N No. of ion ranges searched 

Prob . CAS * CON # ROOT K DK *FLG TILT X CON R. 

H . 26 0 31006 "BIGDB 43 36 2 0 76 44 8 14 
25* 630206 30970 "BIGDB 30 91 3 0 76 44 8 13 

3. 11* 826186 25105 "BIGDB 38 63 2 0 74 63 2 14 
4 . 11* 19947229 25104 ' "BIGDB 30 59 2 0 74 63 2 15 
5 . 11 0 25131 "BIGDB 65 56 2' 0 59 65 ':> 14 



F i l e >S3?4. 
Bpk flb 212C 

26000" 

0-

? 

I 1 

c 

13 

, f< ii J i 

-46-01 IC 
/ 

i 

1! 

.-088 HJ DEP NflNCO «1 Scan 664 
•SUB 18.9? min. 

'1 • ^ 
S5 91 106 1 2 f i - 146 1 5 9 

• i , i . . . u l , , i . i i i ..ll. ...1. i...,, ...'i.l., i . , .. |i>, , • > ., 
[ 1 1 1 1 | ) 1 1 1 | 1 ( 1 1 j i 1 1 1 [ 1 1 ( i \ 1 1 1 1 | I I I I 1 I I I 1 1 I I I l | I ' • T y i i . < [ . f . i ( i i > 

48 60 80 100 120 140 160 
F i l e >BIGDI 
Bpk flb 999": 

18000-

0-

} I 
1 . 

1. 

ec arte, c 

13 
f 

. .1 

-^,4-din 
/ 

1 

i e t h y l ~ ' Scan 7456 
9.89 min. 

"1 

85 Q O 112 12? 149 141 155 

..,!. / i. 

F i l e >BIGDI 
Bpk flb 999": 

18000-

0-
48 60 88 188 128 148 160 

F i l e >BIGDI 
Bpk flb 999< 

19999-

0-

3 D 
> 

,i, 

ec ane , c 

i-3 

. ..ll 

. t , 6 , f 1 

• . .il 

r i m e t h y l - Scan 7481 
0.98 min. 

* l 

35 9 9 112 1 « V 4 1 

i . ,.n. ..... . i i . i r 

F i l e >BIGDI 
Bpk flb 999< 

19999-

0-

48 60 86 166 126 146 166 

F i l e >BIGD] 
Bpk flb 999< 

18880-

0-

-

ndecan^ 

*3 
.V 

. . .11 

\ j 4,6-. 
f 

l i m e t h y l - Scan 7433 
0.80 min. 

"1 

85 ? s 1 1 3 140 141 155 

F i l e >BIGD] 
Bpk flb 999< 

18880-

0- | I I 1 1 1 1 1 1 1 "1 1 " 1" T i i i I T r ] 1 1 1 1 j 1 1 1 1 | 1 1 1 1 1 l 1 1 1 1 1 1 1 1 ) i i i i J • i i i | i i i > ! • i ' 

40 ' 66 88 188 128 149 166 

0 0 0 f-i* o 2 

1. Decane, 3,4-dic.eth y 1-
.2, Decane, 2 , 6 , 7 - - t r i r i e t h y l ~ 
3. Undecane, 4,6-dinethyI-
4 . N o n a n e , 3-«e t h y 1 •-
:S . Butane, 2,2-diMethy'l-

Saciple f i l e >B3747 Spectrun #: 664 
Search speed• 1 T i l t i n g o p t i o n : N No . of i o n ranges searched 43 

-
P r o b . CAS * CON \ , ROOT K DK *FLG TILT % CON C _ I R_IV 

i 1 . 56 17312457 7456 "BIGDB 73 21 1 0 74 29 24 36 
2. 37 62108252 7481 "BIGDB 54 44 2 0 99 30 14 14 
3 . 32 17312822 7483 "BIGDB 55 43 2 0 96 34 12 15 
4 . 32 5911046 7679 4 "BIGDB 44 42 1 0 81 35 12 15 
S . 31 75832 7616 "BIGDB 4 0 51 0 0 68 41 12 22 

170 C12H26 
184 C13H28 
184 C13H28 
142 C10H22 
86 C6H14 

r 



F i l e > 35374? 4-3 
Bpk flb 1O64 0 ( 

10000-

0-

5? 

J 6 - 0 1 1 6 - 0 8 3 

71 
SUB 

NJ DEP NflNCO a l Scar* 670 
1 8 . 2 0 m i n . 

85 
141 

1 1 1 1 1 1 j 1 1 1 1 1 1 1 1 1 

48 68 

105 119 
f ' >' J .-<--

,.,..,1 l l . ..1.1 . I.. .„ 11, j , !• • • 
• 1 1 r 1 1 i i i 1 | i ' ' 1 I ' ' 1 1 I 1 1 1 1 I ' ' 1 1 M ' 1 1 I 1 1 1 1 I 1 1 1 ' I 1 1 1 1 I 1 

80 180 120 148 168 189 

162 

1. . , 

p i 1 > BIGDB Undecane, 2 ,8-d i me thy 1 -
Bpk flb. 3999 / 5 ? 

" * ' , 1 10000-

0-1-J4 
48 

-r4\ I 1 1,1 ''' 
60 

85 
99 

I I I I I I ' I ' I I | I I i ' l 1 ) I I I I ( ' I 1 

113 125 141 

Scan 12229 
0.88 min . 

155 169 

"T 
80 

100 128 
I I I ' l I I T ) I I I I \ I I I l'| I ' I I | " I 

140 160 180 

Fil* > BIG D B Uqdecane, 4-methyl-
BDk flb 999? f 

Scan 12723 
8.90 min. 

10800-

0-1 

57 
/ 

71. 

46 

85 98 113 
X yf 126 

143 155 173 

I | 1 I ' l ' l ' l ' l 1 • 1 ['I'I'I 1 1 1 • i ' I ' i 1 • 1 • I I'l ' ' I ' • I'l 1 1 • • 1 I'i 1 • i'| 1 I'l . t 

-- 100 ' * A n 60 88 120 140 
i 1 1 i 1 1 1 1 1 | - i 

160 138 

F i l f >BIGDB Octane, 6-ethyl-2-methyl-
Bpk flb 9999 ,' 

10000-1 ' 57 J.-

Scan 12894 
0,00 min. 

48 
I'i'i p-i'l 

93 111 127 156 

f i 1 r r i ' l ' l ' i i ' l ' i ' l ' l ' l 1 1 i 1 I'f'i i i 1 1 ) 1 i 1 i 1 1 1 I'i ) 1 i 1 1 ) 1 1 1 1 j * 1 1 1 l ' 1 1 i 1 1 ' ' M ' 
60 80 108 120 148 160 180 

000253 

1 . U n d e c a n e , 2 , 8 - d i n e t h y 1 -
2 . U n d e c a n e , 4 - f i e t h y l -
3... O c t a n e , 6 - -e thy 1 ~ 2 - M e t h y 1 - , 

184 C13H28 
17 0 C12H26 
156 C11H24 

Sartple f i l e : >B3747 Spectrun *: 
Search speed: i T i l t i n g o p t i o n : N 

670 
No. of i o n ranges searched-. 49 

i . 
2/ 
3 . 

Prob . CAS t CON * 

20 17301256 12229 
15 2980690 12723 
11 62016197 12094 

ROOT K DK. #FLG TILT % CON C..J R_IV 

"BIGDB 60 44 2 0 86 S3 5 14 
"BIGDB 45 49 2 0 80 59 3 12 
"BIGDB 41 49 2 0 82 62 2 12 



T i l e >33?4" 
Bpk fib I25C <6 

1 1 

t3 5 
f i 

. Ii 

_,J6-01 16-003 HJ DEP NflNCO *1 Scan 675 
J SUB 1 3 . 3 9 m i n . 

7 1 85 13-1 

^ Zs 1 1 3 / - I 6 - I 5 1 8 9 

• . , .(.ill Mil. ,,.•<.-.l" „,,. . ' j j . ..• 1, ti . • , 1 " " - i . 
( 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | l 1 l i | i l l l | l i i i f - r T i i | i r i • | i • t • | • • • i | . 

•40 60 ©0 10© 120 148 166 180 

F i l e / B I G D I 
Bpk Rb 933: 

10886-

0- J, 

tfiidec an 
f * 

..II 

e , 2- f r 

/ 

1 * . . t . l l 

e t h y l - Scan 12745 
8 . 0 0 m i n . 

9 9 113 127 1 4 1 16? 168 

. j. ..y y / . y ^ 

F i l e / B I G D I 
Bpk Rb 933: 

10886-

0-
40 68 88 180 128 140 168 189 

F i l e >BIGDI 
Bpk fib 999< 

19000-

O-

5 L 
J 

..!, 

I n d e c a j 

13 
/ 

,1 

3-n e t h y l - Scan 12166 
8 . 0 8 m i n . 

J > ^ 9 9 112 126 M 1 155 170 

. ..,1. S y .y s s 

F i l e >BIGDI 
Bpk fib 999< 

19000-

O-
48 69 88 1 8 0 128 148 168 130 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

B 

J, 

indecae 

13 

,1 

3 - m e t h y l - Scan 12724 
V 0 . 00 m i n . 

71 85 
f " ^ 9 9

 1 1 2 126 i 4 1 178 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

| i l l 1 ) 1 1 1 1 ( 1 1 1 1 ) 1 1 1 1 ) 1 1 1 1 1 1 1 1 1 ) 1 1 1 1 ) 1 1 1 1 | 1 1 1 1 ) 1 i 1 1 i i i i i j i i i i ] i I i i | i i i i ! i 

40 60 88 ' 108 128 148 168 180 

000254 
1 . D o d e c a n e , 2 ~ f i e t h y 1-- 184 C13H28 
2 . U n d e c a n e , 3 - n e t h y l - 170 C12H26 
3 . U n d e e a n e , 3-~«ethy 1 - 170 C12H26 
4 . U n d e c a n e 156 C11H24 
5 . D e c a n e , 2 > 9 - d i « e t h y 1 - 170 C12H26 

S a w p l e f i l e - . >B3747 S p e c t r i n s # = 
S e a r c h s p e e d : 1 T i l t i n g o p t i o n : N 

P r o b . . CAS * CON « ROOT 

k 1 . 55 1560970 12745 "BIGDB 
2 . 53 10 02433 12166 "BIGDB 
3 . 5 3 1002433 12724 "BIGDB 
4 . 52 1120214 12089 4 "BIGDB 
5 . 52 1 0 0 2 1 7 1 12169 "BIGDB 

6 7 5 
No . o f i o n r a n g e s s e a r c h e d 46 

K DK t F L G T I L T % CON C - I 

72 29 1 0 95 26 24 35 
68 20 1 0 74 28 24 3 3 
68 23 i . 0 7 1 28 24 33 
59 38 3 0 107 19 20 13 
54 38 o 0 97 19 2 0 19 



F i l e > £ 3 7 4 ? 
Bpk flb 420C 

48990-

0-

5 

1. 

4 
t 

1 

5 
3 

ll 

-,.16-CH 
i 

l f c - 0 0 8 HJ HEP NfiNC'.O s i Scan 6Q1 
SUB 1 8 . 4 2 m i n . 

71 

85 3 j 113 133 147 155 176 

• .1' r~ y . i ( • <r-~", ,. f .. 

F i l e > £ 3 7 4 ? 
Bpk flb 420C 

48990-

0- i i i i i i i 1 1 i i i i i t i i i i i i ' i i i i i i i i i i i i ' i • < ' • i 1 ' • ' i r * r i i i « ' , 

48 60 88 100 128 149 168 180 

F i l e >BIGDI 
Bpk flb 9995 

18900-

0-

i 
) 

l 

0 

4 

1 

c t a n e ^ 

3 
f 

Mil 

? 2 , 6 - d i m e t h y l - Scan 7677 
0 . 8 9 m i n . 

71 

o c 97 i n 127 142 143 

F i l e >BIGDI 
Bpk flb 9995 

18900-

0- T 
4f 

<+> 
3 

' • I ' l l { I ' I ' I ' f l ' 1 ' ' ' I 
69 80 109 120 149 169 189 

F i l e >BIGD1 3 
> 

It 1 

lonane ( 

13 

ll 

._3-me t 
> i 

f 

h y l - Scan 7678 
8 . 8 9 m i n . 

71 

85 9 8 H 3 1 2 7 l 4 , 2 1 4 3 

j~ y —' y y^-^*~ 
y— H 

41 
3 

' f i i i ' l ' l ' l • r i i • i • • • • " i i• i i i i i i i i ' i • • * • i i • i • • r r i 1 r " • • • • • • i • • • • i • • • • i • • • • i • 
60 38 188 129 149 160 138 

F i l e > BIGDI 
Bpk fib 999 ' 

1 Q000-

0-

B C 

.1. 

3 ctane, 

/ 

. , i 

5 ? 3 , 6 - c 

( 

l ime t h y l - Scan 7367 
8 . 0 8 m i n . 

71 

" 8 5 « 113 1 « ' j 2 

j i J* s 

F i l e > BIGDI 
Bpk fib 999 ' 

1 Q000-

0- Y* 
40 

' i ' l i i ' l ' l ' l 
1 1 I ' l ' l ' l ' ' 1 1 1 1 1 1 1 1 1 1 l ~ T 1 1 1 1 1 1 1 1 1 > 1 1 I | ' ' ' ' 1 i i i • | i • ' ' 1 I I ' 

60 80 100 120 140 168 180 

000 

i . 
2. 
3-. 
4 . 
5. 

Oc tane, 
Nonane, 
Octane, 
Nonane, 
Nonane, 

2,6-dinethyl-
3~neth y 1--
3 ,6-diMeth y l -
3~cteth y 1 -
3-wethy1-

142 C10H22 
142 C10H22 
142 C10H22 
142 -C10H22 
142 C10H22 

SaMple f i l e 
Search speed: 

>B3747 Spectrum *: 681 
1 T i l t i n g o p tion: N . No. of ion ranges searched-. 43 

P r o b . CAS * CON t ROOT 

» i " . 7 1 2 0 5 1 3 0 1 7677 "BIGDB 

2 . 7 1 5 9 1 1 0 4 6 7678 "BIGDB 
3 . 67 15869940 7367 "BIGDB 
4 . 63 5 9 1 1 0 4 6 7679 * "BIGDB 
5 . 60 5 9 1 1 0 4 6 7680 "BIGDB 

K DK #FLG T I L T % CON R _ I V 

68 24 1 0 85 13 3 8 33 

70 27 1 0 69 13 38 35 

6 1 2 7 1 0 100 13 34 27 
65 2 1 1 0 100 16 30 3 1 
57 37 2 0 76 13 30 19 



Fi2e >B3747 
Bpk ftb 535j 

4880-^ 

0-

7 J6-0116-808 NJ LEJ2. 1 
{ SUB L:^'__ 

4 1 69 

i.i l , iin.lil ililtJii l.i.i.li. i iii.l.!.. .,i i i.li lil.i .,iuli,l 

NflNCO a l s, : a n 693 
18.66 min. 

145 162 1 8Q 181 

i t . 1 Hih 1 i . i . , ~ ~ ~ ~ ~ f ~ ~ 1 

| i i i i | i i i i | i i i i | i i i i | i i i i ( i i i i | i i i i ( i i i ' [ i i i i \ i i 1 i | i ' • ' ; ' f ' i j • ' ' • | • ' .' ' | • • • ' i • « • 

48 . 68 88 160 120 148 169 188 
F i l e >BIGDI 
Bpk flb 999 c 

10000-

0-
i 

! Benzene, 1 , 4 - d i p r o p y l -

91 
41 65 77 / 104 

Scan 30958 
0.09 min. 

1 3 4 162 163 

F i l e >BIGDI 
Bpk flb 999 c 

10000-

0-
i 40 60 80 100 120 140 160 188 

F i l e >BIGDI 
Bpk flb ?99 c 

10000-

0-
i 

5 I H - B e n z o t r i a z o l e , 5-methyl- . .-..̂  Scan 30862 
« 0.88 min. 

54 67 8 0 90 104 1 3 4 V3S 

. S /... /. .. fT" . i l r ? ^ - ^ 

F i l e >BIGDI 
Bpk flb ?99 c 

10000-

0-
i 

48 68 88 . 190 128 146 168 188 

F i l e >BIGDI 
Bpk flb 999' 

10000-

0-

3 l H - I n d o l - 5 - o l 1 3 3 

51 <f 
.1 1 ,i, ,11, il. i 

Scan 39869 
8.08 min. 

134 

1 

F i l e >BIGDI 
Bpk flb 999' 

10000-

0-

y n r i T p i r q i i i i j i i i i ] i 11 11 i i i i ) 11 i i j i i i i | i i i i i i i 11 | i i i i \ i i \ i t i 11 i j i i i i ) i i i i | i i • 
40 60 88 100 120 148 168 188 

Xi- O \J i-iJ V." \J 

1. 
2. 
3 . 
4 . 
5 . 

Benzene, i , 4 ~ d i p r o p y 1 -
il-i--Benzotriazole, 5~ciethyl-
i H - I n d o l - 5 - o l 
Benzene, 2.4-d i«eth v l - i - (i-Meth v i p r op y1) • 
M-TOLYL-DIMETHYLACETALDEHYDE 

162 
133 
133 
162 
162 

C12H13 
C7H7N3 
C8H7N0 
C12.H18 
C11H140 

Sample f i l e : >B3747 Spectr on 693 
Search speed: 1 T i l t i n g option-- N No . of i 0 n ranges s earched 43 

-
Prob. CAS * CON i * ROOT K DK *FLG TILT % CON C _ I R_IU 

* i . 30* 4815570 30950 "BIGDB 41 51 1 0 68 47 10 23 
2. 25* 136856 30862 "BIGDB 27 49 3 0 100 47 7 13 
3 . 25* 1953544 30869 "BIGDB 27 59 3 0 100 43 7 13 
4 . 25* 1483609 30947 4 "BIGDB 30 62 1 0 80 46 7 16 
5. 25* 0 30944 "BIGDB 27 66 3 0 100 48 7 13 



F i l e > B 3 ? A ? 
Bpk fib 624? 41 

CJ6.-C11 16-863 

69 

l . . I l 

HJ HEP NfiNCO #1-
SUB 

83 3 7 

— " .-— . p 111 131 
145 

Scan 7G0 
18.81 min. 

169 igg 

il. . f " i I 

40 
I I > I I I I I I I I I 

60 
"fj -T"T"?'"f' [" I f'T'T'(" f 1 '7" r I | f I i' t j I™ t" ' l ' 7' J 1 I I' f 1 i [ i i 

80 108 128 149 
f I I ( i ' i ' W i f |" 1 / I f ( I 

160 188 
F i l e >BIGDB IH-Indene, 2,3-dihydro-1,1,3-trime t h y 1 -
Bpk fib 9999 

18000-1 

t45 3492 ̂  
0.08 min 

51 
64 
/ 

78 91 10E 115 128 

I i i i i | 1 1 i i i | i i 1 1 i j 1 1 i i i | i i i i | ' i i i i j i 1 1 1 1 i | 1 1 i ' i ' i [ i — i i ' i ' i ' i i i i ( i l 

168 161 

48 60 188. 120 140 160 180 
F i l e >BIGDB Naphthalene, 1 , 2 , 3 , 4 - t e t r a h y d r o - 1 , 8 - d i m e t h y l j 
Bpk"fib 999? 

10008-

145 Scan 34731. 
0.08 min. 

51 65 

0-* |' i'i i ••;') 
40 

91 
/ 

105 US 

' L 
123 

'I'I'I I ' l ' l ' l ' l ' f ' l ' l ' l ' l ' l ' l ' l ' l ' l ' l ' l ' l ' l I ' I ' I ' I ' l ' l ' l ' i ' l ' l ' l ' l ' i i ' l ' i ' l ' l ' l i i ' I ' I ' 
60 86 100. 12© 148 

160 
/ 

162 

I I ' l ' i ' l ' l ' l ' ! i i i | i i i i I i 

160 180 

File > BIGDB Cyc 1 open-tar'* j 1 ,1 ,3-trimethyl-
Bpk fib 9999 , . 

ISO©©-! V-

Scan 17199 
8.88 min . 

0-J 
48 

69 83 91 

I'l m ' 
60 

I'i n ' i ' i ' i 
30 

• i i ' l ' l ' l ' l 

112 114 

I ' i i i i ' I'l'T i i | i i i i ) i i i i j i i i i | i i i i | i i i i | i i i i i i 

108 129 148 168 188 

i. iH-Indene, 2 ,3-d i h y clr o - l , i ,3--tr i wethy 1 -
2 . Nanh tha l e n e , 1,2,3 , 4 - t e t r a h y d r o - l , 8 - d i f i e t h y 1-
3. Cyc1 opentane, 1,1,3~tri«ethy 
4. Benzene, ( 1 , 3 - d i t t e t h y 1 - 2 - b u t e n y 1 ) -
5 . Benzene , i - < i-weth y l e t hen y 1) --2- < i-wet h y l e t h y l ) -

000257 

160 C12H16 
160 C12H16 
112 C8H16 
160 "Ci2Hi6 4 

160 C12H16 

SaMple •File >B3747 SpectruM #: 700 
Search speed : 1 T i l t i n g o ption: N No . of ion ranges searched 43 

-
Prob . CAS * CON •• r ROOT K DK t-FLG TILT X CON C _ i 

» i . 21* 2613765 34927 "BIGDB 55 48 o 
t.. 0 51 56 5 32 

2 . 18* 25419334 34731 "BIGDB 46 .50 2 0 Si 60 4 23 
3. 18* 4516692 17190 "BIGDB 49 6 i 2 0 64 57 4 22 
4. IS* 50704013 34733 * "BIGDB 49 59 3 0 51 59 3 13 
5. IS* 5557937 34713 "BIGDB 47 61 2 0 51 l~ t 

•3i:> 3 19 



F i l e > 25374 T 

0-

7 

'4 

( 

i 3 

. .....ll 

^ 6 - 0 1 

, 1 

16-008 NJ DEP NflNCO * i Scar. 709 
SUB 1 8 . 9 9 m i n . 

71 

^ 5 5 QO 1 1 3 1 2 7 1 4 2 

r - Q 9 ^ ^ 160 134. 
——• ..^ / — 

F i l e > 25374 T 

0- ' I ' i ' i i i y r t i t [ i r i i | i i i i ( i i ) i | i i i i ( i i i i | i t i t | i ' i i ( i i ' ' | < < < • [ ' * ' ' ( ' ' ' ' I ' * ' ' l • * 

40 68 88 180 128 148 168 18© 

F i l e >BIGDI 
Bpk flb 

10800-

) j 

i 

57 

• . . . t i 

Scan 12223 
8 . 0 0 m i n . 

71 
85 99 113 127 155 156 1 0 , 

y ^ y y 
•1. ..r' .r' . ^ " 

i j — 1 ' 1 1 l i 1 1 ' 1 1 1 1 l l 1 l 1 1 i l l | f l i i | r T' i i | i i i i [ • i i • | i i i i [ i • • • | i i ' i j j • • • j i * 

40 60 88 180 120 140 160 180 

F i l e > BIG D 3 
Bpk flb 999< 

10800-

0-

3 
> 

i . 

i 

i 

f 

. . l l 

" 5 7 

. Ax i l 

Scan 12759 
0 . 8 0 m i n . 

71 

85 12? 184 
99 u s 

i . . . i l l 1 • • ' ! 111 L l • 1 

F i l e > BIG D 3 
Bpk flb 999< 

10800-

0-
48 68 88 106 120 148 160 189 

F i l e >BIGD1 
Bpk flb 999< 

10000-

B 1 

i . f 1 

" r i d e c < 
1-3 

il 1. - . . . 1 ? 

Scan 12748 
0 . 8 0 m i n . 

71 
35 99 113 127 155 184 

.r y / y \ x. ' I ' l l | l l l l 1 1 1 1 1 1 ) f T l 1"} x I l l J l i i i \ i \ \ i | i i » i M > i i J i i » * M 1 1 1 ) 1 1 1 1 1 ' 1 1 1 J 1 1 1 1 i 1 ' 

40 60 80 100 128 140 168 188 

1. Tridecane 
2. Tridecane 
3. Tridecane 
4. Dodecane 
5. Hexadecane 

000258 

i84 C13H28 
184 C13H28 
184 C13H28 
170 C12H26 
226 C16H34 

S a f i n 1 e • f i l e : >B3747 S p e c t r i n * ! # : 709 
S e a r c h speed •• i T i l t i n g o p t i o n - . N No . o f i o n r a n g e s s e a r c h e d - . 43 

-
P r o b . CAS * CON . 1= ROOT K DK. #FLG T I L T % CON c _ i ' R_JV 

* i . 9 7 * 629505 12223 "BIGDB 99 9 0 . 0 86 0 7 2 97 
9 5 * 6 2 9 5 0 5 12750 "BIGDB 94 13 1 0 81 0 72 93 

3 . 9 5 * 6 2 9 5 0 5 12748 "BIGDB 86 20 0 0 100 1 7 2 95 
4 . 89 112403 12729 • "BIGDB 90 7 1 0 86 5 66 60 
S . 87 5 4 4 7 6 3 12354 "BIGDB 82 25 1 0 98 4 6 3 43 

II 



F i l e > 25374 T 
Bpk flb 86SS 

> c 

^ 4 1 

1 ll. ....ill 

._I6-01 
> < 
f 

. 11 il h l l 

16 -0GS' NJ DEP NflWCO- *1 Scar. 724 
SOB 19.29 min. 

85 n c - L 4 2 -

/ J 8 l y IZ7 •" 159 179 

• ii i . . . . i i i . l i i . . . . i i i \ ,,„. . i i i . 1 ..ii,. .inf.... , . i i i . t l i i . i . i I . I i i i ,. i . 
1 i i i i | i i i i | i i i i | i i i i | i i i i j i i i ( | i i i i i i i i i | i i i i | i i i i | i i i i [ i i i i i i i i i i i i i i ( 

46 60 80 109 128 140 169 1©0 

F i l e >BIGDI 
Epk flb 333: 

18800-

0-

> h 
} 

4 

.1. 

onane 5 

3 

. .,1 

-•fi-me t 
f 

1 

h y l - Scan 7679 
0.08 min. 

"1 

' r r -
 9 8 n o v 127 143 85 y . 1J^ / 142 . 

F i l e >BIGDI 
Epk flb 333: 

18800-

0-
40 68 88 108 ' 120 148 160 180 

F i l e >BIGDI 
Bpk flb 999* 

10080-

0-

4 

• h 

lanane t 

,1 • . .....t 

i me t h y l - '.Scan 12095 
8.09 min. 

-1 
' 85 

97 113 141 

[ ./ > / T 

F i l e >BIGDI 
Bpk flb 999* 

10080-

0-
40 68 88 188 128 148 168 180 

F i l e >BIGD1 
Bpk flb 999< 

18080-

0-

B * 

•4 

1, 

lonane . 

13 

. ...h 

r-3-me thy 1-5-p ropy 1- Scan 12249 
V 71 8-80 min. 

85 

' «>9 112 127 141 4 f 5 

/ ^- y 
1 . . . - T i l l I I . - - - . - I - - . I . - 1 1 .1- -

F i l e >BIGD1 
Bpk flb 999< 

18080-

0-

1 i r r i j i i I » j i i i i i i i i i j i i i i j i i i i i i i i i \ i i i » j i i i i j i i i i j i i i i ( i i i i j i i i t i i i i i | 

40 '60 88 188 128 148 160 130 

000259 
i . Nonane, 3-n e t h y 1 - 142 C10H22 
2. Nonane, 3 , 7 - d i n e t h y l •• 156 C11H24 
3. Nonane, 3~Methy l-5--pr opy1- 184 C13H28 
4 . Nonane, 3-neth y 1 - 142 C10H22 
5 . Nonane, 3-wethy1- 142 C10H22 

Sanple f i l e >B3747 Spectrun #= 7 24 
Search speed 1 T i l t i n g option-. N No . of i o n ranges searched-. 43 

-
Prob . CAS * CON -t 1= ROOT K DK t i •'LG TILT % CON C_I 

* i . 35* 59 i ' i 046 7679 "BIGDB 49 37 1 0 80 49 11 37 
2. 34 17302328 1209S "BIGDB 53 33 1 0 83 39 14 21 
3. 32 31081182 12249 "BIGDB 66 39 i 0 73 42 12 23 
4 . 30* 5911046 7678 * "BIGDB 46 S i 2 0 80 47 10 22 
5 . 30* 5911046 7680 "BIGDB 44 50 2 0 74 48 10 23 



1 F i l e >B374T 
! Epk Rb 113g 
1 18000-

; 

f J 6 - 0 1 1 6 - 0 0 8 NJ 
; i SUB 

1 91 185 

39 69 77 

.1.1,1... . I i l . i . l . , .. i l l . . , ! . , ) i i . . . . . . . ill 1 il 

HEP NfiNCp 
118 * 

In .....lllllll 

4S*1 

1 

l i , . . . i 

Scan 738 
1 9 . 4 2 m i n . 

68 

176 196 

1 . 1 I i . " " 1 

1 | | 1 1 I 1 1 1 '1 | 1 1 1 I | 1 1 I 1 | 1 M 1 | 1 1 1 1 | 1 ' ' ' | ' ' ' ' | ' ' ' ' | ' ' 1 ' | ' T T T J i l l t i l 1 

40 68 86 108 128 140 166 188 

F i l e > B I GDI 
Bpk fib 939z 

18000-

8-
* 

) (Z)-2-(l'-PR0PENYL) METHYLENE ^ 
l 

39 ^ 7 ? 9 1 115 129 

r 1 (s ( ( 1 ^ 1 lil 

45 
( 

1 

Scan 34734 
8 . 8 0 m i n . 

60 

F i l e > B I GDI 
Bpk fib 939z 

18000-

8-
* 

• i " . r r i ' i ' i ' ' i | I I I ' | ' 1 1 ' ) 1 ' ' ' | ' 1 ' ' \ ' 1 ' ' 1 ' ' ' ' 1 ' ' ' ' 1 ' ' ' ' T ' 1 1 

}Q 68 88 100 120 148 lfc .0 188 

F i l e >BIGD3 

0-

3 3 - M E T H V L B E H 2 H L R C E T 0 N E 
II .. 

C M 1 1 5 

51 9 1 

^ 7®_ 7 7 { 
h . ,A . . . i . i tt . . . 1 

i 

118 

!m 

A C Scan 34719 
f 9 . 0 8 m i n . 

168 

j" 161 

F i l e >BIGD3 

0-
40 68 39 '100 128 148 160 188 

F i l e >BIGD1 
Bpk fib 999 ( 

1 0800-

0-

g N a p h t h a l e n e , 1 , 2 , 3 , 4 - t e t r a h y d r 

3? 63 77 V 

o - £ p | - d i m e t 

1 

1 . l i l t ' 

hy 1 -

45 1 

' ' 

Scan 25517 
8 . 0 0 m i n . 

60 

162 

F i l e >BIGD1 
Bpk fib 999 ( 

1 0800-

0- 'I'm i i ' l ' l ' l ' l ^ i'1't'i 'i 'fr i ' l ' l ' l ' l ' I T I ' I i'''»'''r"i ' ' 'T ' ' 1 " 
48 60 38 100 

| 1 1 1 1 J 1 1 1 1 | 1 1 l 1 J 1 1 l l 

120 148 I t 
1 1 1 t ) t > i i I t l I i j • > i 

E-8 188 

000260 
160 C12H16 
160 C11H120 
160 C12H16 
160 C12H16 
145 CBH7N3 

1 . < 7.) -2- (1'' -PROPENYL) MESITYLENE 
2. 3-METHYLBENZALACETQNE 
3. Naphthalene, i ,2,3 ,4-tetrahyclro~2,7-diMethy l ~ 
4. Naphthalene, 1,2,3 1 4 - t e t rah y dr o~2, 6-d i n e t h y 1-
5. 4-AMINQQUINAZOLINE 

Sample f i l e : 
Search speed; 

>B3747 SpectroM.*: 730 
1 T i l t i n g option •• N No. of ion ranges searched 43 

P r o b . CAS # CON * ROOT K DK *FLG T I L T %. CON C _ I R. 

i . 5 i # 0 3 4 7 3 4 "BIGDB 63 36 0 0 97 52 16 76 
2 . 4 7 * 0 34710 "BIGDB 77 35 3 0 91 44 16 42 
3 . 3 4 * 1 3 0 6 5 0 7 1 25517 "BIGDB 42 73 1 0 88 39 14 2 1 
4 . 2 5 * 7 5 2 4 6 3 2 25516 ' "BIGDB 37 74 2 0 85 48 7 14 
5 . 2 5 * 15018663 34650 "BIGDB 33 82 3 0 100 48 7 13 



F i l e >B3?41 
Bpk ftp 4S6, 

4060^ 

7 41 

,,,, 1 

J6-0116-008 HJ HEP MAN CO.- »4 Scan 738 
t 7 SUB 19.58 min. 

-~" 'J- 145 
r ~ ~ y ™* J J * ,'\ 149 169 196 

i ..i.uiii lu.iiiil ,,..tiiii ,'\., i ..i.iii ,.,,n.ij,i ,uiii.. Iii rr.i (i. ii , H ii ~̂"i 
i 

48 60 86 108 128 140 168 180 

F i l e >BIGDI 
Bpk Hb 999< 

18000-

5 C 

A 

. i i 

.ic fade 

13 

Jl 

C ^ f , 

• ... .IIU 

1-chloro- Scan 12817 
0.80 min. 

71 

V 105 <<r, * 4 7 1 6 1 

j j 12 li.9 X v 175 189 

. . ..lil. I.i..lit. .1.1...in. .cr ... . /Y.— ...v.— t . /.. 
40 60 88 100 120 146 160 180 

F i l e >BIGDI 
Bpk flb 999° 

10000-
! i 

.11 

)c trade 
13 

1, 

Scan 12380 
9.00 min. 

71 } 

. 99 11.3 12? 141 155 169 1 P 
{ / I / / / 

46 60 88 108 120 148 168 139 

F i l e >BIGDI 
Bpk flb 999' 

10000-

0-

• 

3 i 

L 

, l l 

Z i cosa 

13 

Ji 

n % 7 

. . I i 

Scan 12816 
0.00 min. 

71 

, 9" 113 127 141 155 169 / 
..1.1. J, ..J .J J •? / / . 

F i l e >BIGDI 
Bpk flb 999' 

10000-

0-

• 

1 i T r i j I T I i J I i i i j i i i i j i i r i j i i i i | 11 i i j i 11 i | i I I i j i i i i | i i i i j i i i i j i i i i j i i i i i i i i i j i i i 

48 68 88 108 128 140 160 188. 

1. Octadecane., i ~ c h l o r o -
2. Octadecane 
3 . ,Eicosane 
4. Eicosane 
5. Eicosane 

000261 
283 C13H37C1 
254 C18H33 
232 C20H42 
282 C20H42 
282 C20H42 

Saw 1 e f i l e : >B3747 SoectruM 
Search speed •• 1 T i l t i n g o p t i o n : 

-
Prob . CAS * CON \ \ ROOT 

» i . i S .3386332 12817 "BIGDB 
2. i l 593453 12800 "BIGDB 
3. i l 112958 12816 "BIGDB 
4. 11 112958 12815 • "BIGDB 
5. 11 112958 12426 "BIGDB 

738 
No. of ion ranges searched •• 44 

K DK *FLG TILT % CON C_I R_IV 

64 76 2 0 72 60 3 14 
62 63 2 0 69 65 2 13 
69 70 " 2 0 87 61 2 15 
68 71 2 0 62 64 2 15 
6 i 67 2 0 83 65 2 12 



J6-0116-008 41 ce; 
Bpk ftb 21086 
F i l e >B374? 

:. 210£ 
:080&-

SUB 

04 I, ...lllll. ,.„l 

NJ BEP NflNCO #1 

118 

Scar, 750 
1 9 . 8 2 m i n . 

II 

1 7 9 

,. I , , ~i i 

182 

i < ' • ' 

4 8 

q? , | 7 145 1 6 0 

/ -U_ — A ' 
i l l , . . i , . . i nn l . l l . ,.i i . • h i , . I,. . . 1 . , , > I n . 

i I I i I i i i I i | i I i i | I i i I | i I i i | I i i I | I I I I ' | i I i i | I ' i » > [ ' ' 1 1 I ' ' ' ' ' I 1 ' 1 1 I 1 1 1 1 I ' 1 ' 1 I 1 1 1 

68 66 106 120 140 166 180 

F i l e > BIGDB Cyc 1 ohe>fc$tte , (1 , ^ - d i m e t h y 1 b u t y 1 ) -
Bpk flb 9999 4 3 

188004, / 

Scan 18904 
0 . 8 8 m i n . 

0-1 ̂  
4 0 

I , 1 )1 )1 , | , , . , i ) i | i | i ( , , . i , i j 

60 .88 

111 

i i ( i ' i ' i ' i 1 ! r i 

100 

125. 139. 153 

/- •'' 
I I I I I I I I I I ' l 

163 

I I 11 i ' i ' i 11 I I i 

123 
T-p- r 

148 160 188 

169 

i i I i I I 

F i l e > BIGDB C y c l o h e ^ e , {1-me t h y 1 e t h y 1} -
Bpk ftb 999? S3 

P 108804 
41 

Scan 11880 
0.60 min. 

8-
48 

|l|M'i'|'l'l I'l ! i'1'lMl'i i'I'I', 1 

95 109 126 1S7 

60 
I'i i i i I ' I ' I I I I i i i I i r !'[ i I ' I ' I \ i i i i | i i i I | i i i r | i i I i | i i ' i | i • ' ' | ' '" 

38 108 129 140 168 138 
Filp > BIGDB TR I DECflNfl, 3-C.^CLOHEXYL 
Bpk flb 9999 V 

1880CH 43 
f 

Scan 18998 
8.00 min . 

0-1 

48 
i I'I'I r h i'i'i 

60 
11 I'I'i1 

7 ui 

38 

139 154 173 _J82 

1̂11 i'l'i'l'l'l n-i'i'jVi'n i i-lfi-i-f-i i i'l'i'l'l'l i ) r h i'i i 11 11 i' ^ 11 pl'i I'I ) i 11 
100 120 140 160 138 

000202 
1. Cyclohexane, ( i ,3~diMethylbutyl )• 
2. Cvclohexane, ( i - f i e t h y l e t h y l ) -
3. TRIDECANE, 3-CYCLOHEXYL-
4. Cyclohexane, h e x y 1 -
5. Cyclohexane, (4-«ethylpenty1)-

168 C12H24 
126 C9I41.8 
266 C19H38 
168 C12H24 
168 C12H24 

Sanple f i l e : >B3747 Spectrun # = 
Search speed: i T i l t i n g o p t i o n : N 

7S0 
No. of ion ranges searched-. 53 

Pr ob . CAS * CON # ROOT K DK *FLG TILT 7. CON C_I R. 

> i . 35* 61142196 10904 "BIGDB 61 52 2 0 52 43 11 38 
2 . 32* 696297 11080 "BIGDB 43 51 0 0 70 52 9 48 
3 . 27 13151887 10998 "BIGDB 62 72 2 0 45 38 . 10 13 
4 . 25* 4292755 10907 4 "BIGDB 23 72 0 0 59 48 7 16 
5 . 25* 61142209 109 05 "BIGDB 22 74 0 0 56 48 7 16 

f 



F i l e >B374 7 43 
Bpk fib 17536/* 

J6 -0116-QQ2 

7 7 , 
NJ HEP NONCO * i _ 

SUB 
Sc an 76 1 

£ 0 . 0 5 m i n . 

99 145 155 179 183 113 119 
.,..(...• ., ...n. ..... . r" , .. 

t . i i . | . . . i j i i i i | i i i i | i i i i | i i i i | i i f i ( i i i i | i i i i | n 1 1 | i i i i ( i i i i i i i i i | i i i i ( i i i i | i i 

48 60 88 100 120 148 168 188 

F i l e > BIGDB Uj-idec a r i%„ 3 - e t h y l -
Bpk flb 9999 V 3 

10008H ' 71 

0-M 

Scan 12238 
0 . 0 8 m i n . 

r 
40 

I | . i I ' I 1 

60 

99 113 
/ 

126 1A0, 154 
/ 

156 

88 
••l-»f *|—r'T*T r • p r t r 1 1• j - r T f , T | " T , , r I ' T-p-rT-r-T"^ 

180 128 148 168 
. • , T . , . r -y . r r r 

188 
F i l e >BIGDB L? t r a c o s a n e , 3 - e r h y l -
Bpk flb 999? , 57 

10000-f Z 71 

0-
48 

l 1 . i [ ' i ' i 1 

68 
i ' i ' i ' | l | 

» 113 127 

• I ' I ' I H v i I ' I ' I ' i ' l ' l ' i ' I ' I ' I ' I ' l ' l ' l ' IM' I ' I ' l ' l ' l ' I I ' l ' i ' l ' l ' l I ' l ' i ' l ' l ' l 
120 88 188 

141 155 169 
1 1 / 

140 
' i r i ' i ' 

160 

Scan 12838 
0 . 8 0 m i n . 

183 

y 
I ' I ' i I [ ' I ' I ' I 
0 

I'I I Y 

13 

F i l e >BIGDB T r i d e c a n e , 4 - m e t h y l -
Bpk Ob 9999 ," 57 

180004 ' 

0-* 

71 

I ' l ' l ' l ' l ) \'\ 
40 

r i i i " 

60 
-r r r r 

38 

99 

i ' I ' I i \ ' \ i i ' l i i ' i i r i ' | 11 11 

100 

113 126 141 
> / J 

i 11 i r l ' i | 11 11 | ' i i 11 j 

126 148 
f i - t 

155 168 

Scan 7515 
0 . 0 0 m i n . 

1 o o 1 o o 

i I ' j i i 11 | i ' l 11 | i 11 11 i 11 l ' ) i i 11 I 

160 138 

000263 

1 . U n d e c a n e , 3 - e t h y l -
2 . T e t r a c o s a n e , 3 - e t h y l -
3.. T r i d e c a n e , 4 ~ M e t h y 1 -
4 . U n d e c a n e , 3 , 8 ~ d i w e t h y l -
5 . N o n a n e , 2 , 6 ~ d i « e t h y 1 -

i 8 4 C13H28 
3 6 6 C26H54 
i 9 8 C i 4 B 3 0 
184 C13H23 
156 C11H24 

Sample f i l e : >B3747 S p e c t r u m # : 
S e a r c h s p e e d ; 1 T i l t i n g o p t i o n - . N 

76i 
No. of ion ranges searched-. 44 

Prob . CAS * CON # ROOT K DK #FLG TILT X CON C_I R_IV 

? i \ 74 17312582 12238 "BIGDB 85 24 i 0 74 11 39 44 
2. 70 55282172 12838 "BIGDB 74 71 2 0 66 10 42 18 
3 . 67 26730121 7515 "BIGDB 70 45 1 0 6 i 15 34 27 
4 . 67 17301303 12235 ' "BIGDB 63 45 i 0 66 14 34 21 
5 . 64* 17302282 7414 "BIGDB 52 39 1 0 67 25 28 40 



F i l e > B3747 
Bpk fib 216^ 

280Q8-

_ 

0- 1 i 

»3 

. ...ill! > . . i . h l i 

: i l 16-003 NJ HEP -NONCO «1 Scan 765 
SUB 2 8 . 1 3 m i n . 

71 
99 n 3 1 3 1 1 3 g i E 9 1 7 2 1 8 3 

I l . l . l l l l l . . I i l i l l l l l . . . . I l . . l l l l i l > . . . , , . . l l l . l l l . i . - 1 > I I I . 11, l l I l l . . . . . . I I I . ! . . I l l 1 1 . . . 

F i l e > B3747 
Bpk fib 216^ 

280Q8-

_ 

0-
[ i f i f I I I i f i f I I i | i t i i | i i r t | i t i r ( i ) i i | i i i i | ' ' i i ( ' ' ' i | ' ' ' ' | ' ' < ' | • • ' ' I • • • • I • • • • I • • • • 

*8 68 80 100 120 148 168 188 

F i l e >BIGDI 
Bpk flb 999'f 

10000-

8- ll 

J § i d e e 

II 

ai^,, 1 

i . . ._ i i l L 

2 - m e t h y l - Scan 12765 

0 . 8 0 m i n . 

71 

99 113 1 2 7 1 4 1 155 ^ l * 3 

F i l e >BIGDI 
Bpk flb 999'f 

10000-

8-
*0 60 88 100 120 , 1 4 0 168 180 

F i l e >BIGDI 
Bpk flb 999< 

10000-
\ 

. II 

ane , ; 

J57 
2 - m e t h y l - Scan 1Z29Z 

8 . 0 8 m i n . 

^ 99 • U3 ,87 141 >55 13-? T 
1 ^ / / / / 

l l . . . . . . . i l l . . . . I . l . • • • .1 • LLLXl U-U i L u I I I " l l l l . . . H I 
v T 

48 60 88 106 128 140 160 188 

F i l e >BIGD1 
Bpk flb 999 ' 

10000-

0-

B • 
) 

.1 

T e t r a d 
43 

.. i l 1 H 

Scan 12293 
0 . 0 0 m i n . 

71 
-1——""'* 1 £ 9 I'-'S 

, 99 113 127 141 155 J ^ 

F i l e >BIGD1 
Bpk flb 999 ' 

10000-

0- 1 i r 1 1 ; 11 11 ) i 11 11 11 11 j i 111 j 11 11 j i 11 i j 11 11 111 11 j i 11 11 11 11 j 1 1 1 1 1 1 • 1 1 1 1 1 1 1 ! 1 1 • • i • 1 1 1 

48 60 88 188 120 148 168 180 

000264 

i . T r i d e c a n e , 2 - M e t h y l - 1 9 8 C14H30 
2 . T r i d e c a n e , 2 - w e t h y 1 - 198 C14H30 
3 . T e t r a d e c a n e 198 C14H30 
4 . U n d e c a n e , 2 - M e t h y l - 170 C12H26 
5 . T r i d e c a n e , 2 - c i e t h y I - 198 C14H30 

Samp le f i l e : >B3747 S p e c t r u m # : 76 l"~ 

S e a r c h s p e e d •• i T i 11 i n cj o p t i o n : N No . o f i o n r a n g e s s e a r c h e d : 48 

P r o b . CAS * CON i 1= ROOT K DK t-FLG T I L T X CON C _ I 

« i . 9 5 * 1560969 12765 "BIGDB 88 23 0 0 9 1 16 60 96 
2 . 7 5 * 1560969 12292 "BIGDB 84 30 2 0 97 18 35 65 
3 . 6 9 * 6 2 9 5 9 4 12293 "BIGDB 56 47 0 0 9 1 35 2 6 67 
4 . 6 6 * 7 045718 12726 ' "BIGDB 63 4 1 2 0 91 18 31 4 1 
5 . 6 3 * 1560969 12766 "BIGDB 74 46 3 0 89 2 0 30 39 



F i 2* >B374 7 J 6 - B 1 1 6 - 0 0 3 NJ HEP NONCO a l 
JOB 

0-

IT'2. Scan 771 
/ 20 .25 m i n . 

41 ' 

II,.,ll 

99 105 133 146 151 
. > it i I i . . „....i.l....,ii. i , i ,.1. i . ..iT, .... . ii ! ) I '•• 11-

I I I I1 I I I I I I I I I I I I I I I I I I 11 I 'l I I I I I I I I ( I 11 I I I I I I'l I I 11 I I I 11 I I I I I I I 1 I I ( I I 11 I ' I 11 I I 11 
48 68 88 100 128 148 168 188 

F i l e PRIPOL 2-FLU0R0BI PHENYLiSURR . ) 
Bpk fib 9999 

10808-

SjtL, Scan 455 
J*" 0 . 0 0 m i n . 

51 
V 63 

/ 
94 107 

/ 
146 151 

- * | i I I I | ' i i I ' I [ - I ' l I i | I ' l ' l ' l | ' i ' | l | V ) I I ' l I ' I ' i I I ' l ) ' I T l - l j ' l ' l ' l T | ' l ' l i l { I I ' I ' l ' l ' l ' l i ' l | i I I I 1 

60 
T 

40 
T 
80 

174 

t ' T f l l " I I I I f" )*! 

100 128 140 160 188 

F i l e > EIGDB 1 ,1'-Bipheny1 , 2 - f l u o r o -
Bpk Rb 999? 

18000-

8-

1 7 2
S c a n 42468 
0.08 min. 

49 

51 63 85 94 ^ 7 133 • 146 151 
/ - / / — — - — - — 

• I i ' l , ' i ' l I I'l I'i'i'i l ' | I ' l ' l ' l I ' l ' l ' l ' l 1 ! I ' l ' i ' l ' l ' l i ' l ' l ' l ' ! 1 ! 1 ! ' ! | ' l ' l ' l ' l ['I'l I l ' ! 1 I ' l ' i ' l ' l ' l I ' I 1 I 11 >' 

9 68 30 188 120 148 168 

174 

T i T ' l T I I I j f I ' l 

138 
F i l e >BIGDB 1 ,1'-Bipheny1 , 4-fluoro-
Bpk flb 9999 

10000-

i72Scan 42459 
0.88 min. 

0 J 

51 
63 85 94 

105 l o o 146 151 175 

) 11 I I |'t 1 i'l I'l'l'l I1) MlTI'i'lTl'I'ITI I'l ' l ' l ' l ' l ' l ' l ' l ' i 1 j ' l ' l ' l ' i i'I'I 1 l ' | 1 I'h'i'f) I'I ) i 11 I'j'l'l'i 1 1 i 1 1 i ) 1 1 1 
40 60 80 188 128 148 160 188 

0 n 0 o P. K 

SU 172 C12H9F 
BNA 

1 . /ST-FLUOROBIPMENYL <SURR . ) 
RROGATE COMPOUND 
SURROGATE 

2. f r i ' Bipheny 1 , - ^ f X u o r o - 172 C12H9F 
3. 1>I'-Biphenvl, 4 - f l u o r o - 172 C12H9F 
4. 2,2,6~TRIMETHYL-4,7,9-TRI0XABICYCL0[4.2.i:iN0NANE 172 C9H1603 
5. 2-Pr o p e n e n i t r i l e , 3-14- (d imeth y lamin 0 ) phen y 13 - 172 CilH12N2 

Sample f i l e - . >B3747 Spectrum # : 
Search speed-. 1 T i l t i n g option: N 

771 
No. o f i o n ranc ies s e a r c h e d : 43 

Prob . CAS * CON * ROOT K DK #FLG TILT % CON C_I R. 

1. 93* 455 299 PRIPOL 84 20 0 0 97 25 53 95 
t— . 89* 321608 42460 ' "BIGDB 72 32 0 0 99 OCT 

ft.. 47 89 
3 . 73* 324743 42459 "BIGDB 71 33 1 0 98 26 37 71 
4 . 25* 0 42429 "BIGDB 24 76 3 0 357 47 ,-, 12 
5 . 20* 32444636 42458 "BIGDB 31 62 3 0 10 0 51 

r-
3 13 



F i l e >B374? 
Bpk fib 552b 

40000-

0H' 

_J£-0116-068 
5 f 

HJ HEP NfiNCO »1 
SUB 

s c an 1' 
28.37 min . 

85 
/' 99 113 127 155 174 193 212 

1 il 1 
1 1 1 

.....1 
M i l 

1. .. 
1 1 1 1 1 1 1 1 1 1 1 

i * / ' 

••'"'' "|> " 
1 1 1 1 1 i ' l 1 1 1 1 1 1 1 1 1 1 I I 1 1 1 1 i 1 1 1 

> » • •' 7~-,. ,. ~~ 
71 1 1 1 1 | 1 1 1 ) | ( 1 1 f 1 1 1 1 1 1 1 1 1 1 1 ' ' 1 1 | ' 

4Q 68 SO 190 120 148 168 188 288 

F i l e >BIGDB Do4ecanffcp 2 ,6 ,11-trime thy 1 
Bpk fib 9999 

10806-1 

0-> 11 f|-i'Ji l'| ••••i'rt| 

35 
99 H 3 

7 ,r 
121 155 169 183 

Scan '7738 
0.88 min. 

197 

40 68 
F i l e > B IGDB D o d e c a n ^ 2 ,6 ,18- t r i m e thy 1-
Bpk fib 999? 

18^80-
4; 

I'i r r i ' i ' l ' l v i ' i T l ' l ' p i ' l ' l ' l ' l I'i i | i'l')*!'] i i I ' I ' | ' I i i i p'l'l i | i i ri'[ { I'I i i ) I'I'I' I ( i i i'i | ' i 

88 188 120 140 160 180 280 

0J 
48 

I'l'l'l't'l'i'l 11 I ' l ' l 1 

66' 

85 99 113 
/ 

155 133 

Scan 12318 
0.80 min. 

197 

i'i i I'I I'I'I I I I I i'i'i • I • • i'i'i i • i i • I'I i • i • • • 11) • I'I • i 
88 189 126, 146 166 186 

I'l I I | I I I'I I I I I I \ I 

F i l * >BIGDB D o d e c a n ^ 2 ,7 ,18- t r i m e t h y 1-
Bpk fib 9999 

18000-1 43 ^~ 

Scan 7548 
8.00 min. 

127 
183 

197 
99 113 155 169 

I ( L ..fT ... A 1 / S 11 i'l'i'l'l'l IMTI'I'I'i i'l'i'l'l'l i )'i i'l'l'l M I I i'I'i 111 i I'I'I ) M I I VI I I I ) i n I I I n n U I I ) ri I I } I I I'I ) I I I I ) i 
40 60 80 180 128 146 160 188 288 

i . D odecane, o 
t.~ 
,6,1 l - - t r i methyl-

2 . Dodecane , 2 , 6 , I Q - t r i w e t h y l -
3. Dodecane, 2 ,7,10-t r i M e t h y l -
4 . Heptane, 3-eth y1~5-Meth y1-
5 . Nonane, 3 ,7 •~di«ethyl~ 

v^- \* t~.f \~ 

212 C15H32 
212 C15H32 
212 C15H32 
142 C10H22 
156 C11H24 

SaMple f i l e >B3747 SpectruM *: 777 
Search speed 1 T i l t i n g option-. N No . of ion ranges searched 43 

-
Prob . CAS # CON 4 ROOT K DK t-FLG TILT 7. CON C _ I R_IO 

i 1 . 89* 31295564 7738 "BIGDB 9 0 34 2 0 73 5 66 69 
81 3891983 12318 "BIGDB 85 2 i 1 0 10 0 8 53 49 

3 . 81 74645980 7540 "BIGDB 86 23 1 0 100 6 53 45 
4. 80* 52896909 7369 * "BIGDB 63 30 ' 0 0 72 23 41 76 
5 . 79 17302328 12095 "BIGDB 73 13 i 0 86 7 48 36 



1 F i 1 * > B 3 7 4 , 
Bpk flb 1 5 0 £ 

i . 

J6-0116-008 t 

l l . j . I I . I l . j . i . l . l l . . j j l l i . i . l . i , ! I I I I . I . I . . i.,...Jin l..i 

j j H E 

j . . I i . i . i i i 

? i N-flWfO- * 1 - Sd.9t5 78G 
, : x z J 2eur4 ?̂ m i n . 

f ISO 198 1 
Ji.il I'i."iii.1 " " " ^ i Ji 1 

1 F i 1 * > B 3 7 4 , 
Bpk flb 1 5 0 £ 

i . 

1 i i i i | i i i i ( i i i i | i i i i | i i i i | i i < i | i i i i | i i i i | i i i i [ i i i i | i i i 1 7 i i i . | f . . . f . . . . ] . . . . . . . . 

*0 6 0 8 8 1 0 8 128 1 4 8 1 6 0 1 8 0 2 8 0 

File >B3747 
Bpk fib 333". 

0 -

J 6 - 0 1 1 6 - 8 0 8 \ 
» l 1 6 7 7 6 9 5 S q % 3 

l u . l . j , . . i . l l . . j j lll.i.t...! . 1...I.l....,„..It.. I..i 

•IJ BEF, NfiNCO # 1 S q j g 7 8 0 
7 1 4 b 2 8 , 4 3 m i n . 

| . . l . , . . i i i l . l i . i l i , ...Jji . l i i . l y " ^ ' ' ' ' r •' 1 

1 1 1 1 1 1 1 1 1 1 T 1 1 1 1 I I 1 1 1 | 1 1 1 1 1 1 1 1 1 | 1 1 1 1 [ 1 1 I 1 | 1 1 I 1 | 1 1 1 1 [ 1 1 1 I | I f i • ( . ' i > ( ' i • ' | ' • • ' \ • • • • 1 • • ' ' 

4 9 60 8 0 1 0 0 1 2 0 1 4 0 1 6 8 1 8 0 2 0 8 

F i l e > E 3 7 4 ( 
Bpk fib 999J 

0-

J 6 - 0 i i 6 - Q 0 8 f 

» 41 6 7 76 95 s 4 ^ 3 

lt , j , l l . i l . j . ..l.lL.j, lll.l.l,.., . I11.I.I.. ......JIM I..I 

TJ7 Df 

|..li,..iu 

^ NRHCO # 1 s < l * 8 7 8 3 
7 1 4 5 28.^4-3 m i n . 

•? 1 6 8 19_9 

.l l i l l i Iji .IH.I jr"T? .. """"""i .Ii 1 

1 1 l 1 I I 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 I 1 1 I 1 I i i i I I I i I i i i i i | i i i i i i • i i | • 1 . . . . . . 

40 60 38 l de 128 148 l £ 0 188 280 
F i l e >B374' 
Bpk fib 999< 

0-

7 J6-8116-008 
' ^ j . 1 67 76 95 S4%3 

l l . . . I1.1l... I . I . II . I .J l l i . i . l . i , , i iu . l i i . . i.,..i.!in 1.. 
1 I 1 

HJ DC?'i NflNCO *1 Siia© 780 
*T 1 4 5 28 -̂4-8 m i n . 

^ j ( 168 19© 
j . . l i , . . | l l l . l l i l l i . ...Jji .Iml jF". . , . i | - .1 " ' i . l 1 

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 I I i \ i 11 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 I I ' j 1 1 1 1 1 1 1 1 1 j i 1 1 1 1 1 1 1 1 1 1 • i • 1 1 1 • • 

4 8 68 3 8 1 0 8 128 1 4 0 1 6 0 1 8 8 2 8 0 

000267 

Sample f i l e : >B3747 Spectrum #: 

No data base e n t r i e s were r e t r i e v e d 

780 



F i l e >B3?47 
Bpk fib 235E 

200980-

0-
m 

? 

ic 

1 

i. 

1 

>4;3 

. ..Jl 

5 i 

I i t 

-6116-088 HJ DEP NfiNCO *1 Scan 798 
SUB 28.86 min. 

8< 5 99 113 141 ™ i 9 ? 193 

.1 J / .. y \ / 

F i l e >B3?47 
Bpk fib 235E 

200980-

0-
m 

V 
ii 

' i ' i i i i T r r i i I ' f i i | i i i i | i i i i 11 i i i | i i i i | i i i ' | • ' ' ' t ' ' ' ' ; ' ' i » | • • ' ' | ' 1 » 1 i • •' • i ' • ' ' i • • • ' i • • • • i 
) 69 60 180 1£0 140 160 190 £00 

F i l e >BIGDI 
Bpk flb 999 c 

18000-

0-
i 

3 
> 

1 . ..ll 

iecane 
57 

. ..it 

Scan 12769 
0.80 min. 

85 1 ^ 15 5 
/ 99 113 t ^ ' *V i69 182 198 

.1 / / y \ 

F i l e >BIGDI 
Bpk flb 999 c 

18000-

0-
i t 4-3 

rrrri'i'i'i'i'iTi i i i i i i i i i i i i i i • | i ' i • | ' ' < • | • • • • | • • » • | > • • < | 1 1 1 1 | 1 1 1 ' \ ' • 1 • | • • • • | • • • • i • 1 • • i 
60 86 109 120 148 168 188 280 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

> 

J, 

F e t r a i . 

43 

II .. . . . i t 

? Scan 12772 
8.60 min. 

35 127 T 

99 113 \ , v 169 193 
{ / S \ 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

4*0" " ' " "fi'e "" '' "'sfe" " '" '189 " ' " 120 " ' " 140 " ' "' 168 " ' " 130 268 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0-

B 
3 

.1, II 

lecatv 

i .. .11 

? Scan 12768 
8.08 min. 

85 127 155 
/ 99 113 P X t 169 193 

. J. / ./ Y \ ./ / 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0-

'| 1 11 1 I'l 1 1 1 | 1 1 1 1 | I VI 1 J 1 1 1 I"] 1 1 1 1 1 1 1 1 l | I I 1 1 J I I I I | I I i I | i I 1 i 1 i • i • | i i i i j > i • i ) > ' • ' ! 1 1 1 1 1 1 1 

48 60 30 160 120 148 166 130 268 

1. Tetradecane 
•2—Tetrad. &< 
3. Tetradecane 
4. Tetradecane 
5. Tridecane 

000261 
193 
198 
198 
198 
184 

C14H30 
C14H30 
C14H30 
C14H30 
C13H28 

Sample f i l e : 
Search speed •• 

>B3747 Spectrum *: 
1 T i l t i n g - option N 

798 
No of ion ranges searched-. 43 

Prob . CAS # CON * ROOT K DK #FLG TILT X CON C_I R _ I V 

-.- t . {97* ] 629594 12769 "BIGDB too 9 0 0 93 2 72 97 
2. \ s * / 629594 12772 "BIGDB 98 10 i 0 99 2 72 95 
3. 95* 629594 12768 "BIGDB 87 0 0 95 2 72 95 
4 . 93* 629594 12293 * "BIGDB 72 31 0 0 97 2 68 89 
5 . 89 629505 12750 "BIGDB 93 14 i 0 87 4 66 63 



' F i l e > 5-3747 

0-

> .16-81 16-003 HJ HEP 
i? S U B 141 

43 77 oc, 1 1 5 

i i l i l , . i i . . . . . i l l u i ! . i . i i | . I . I , . . . L.i .i!t i , 
! 

i , . i iii.) 

«1 Scan 967 
20.99 min. 

17J3 177 £18 

| 1 1 1 1 | 1 1 1 1 TTT 1 1 | I I I I J I I T T T M N { 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 1 | r 1 1 1 | 1 1 1 1 | 1 1 1 1 | 1 1 1 I | i I l 1 ( I I I I [ r 1 I 1 | 

48 60 88 180 128 146 168 180 288 

F i l e >BIGDI 
Bpk Ob 9991: 

10080-

0-

3 Naphthalene, 1 , 6 - d i m e t h y l -
? 

1 4 i 

51 64 77 1 0 2 115 

•i .u- . i -Hi. ... . .:' 1.. ..Ji I . 

156 

, ,„l 

Scan 38258 
0.08 min. 

158 ' 

F i l e >BIGDI 
Bpk Ob 9991: 

10080-

0-
48 60 88 108 128 149 168 180 280 

F i l e >BIGD1 
Bpk fib 999< 

i0000-

0-

3 Naphthalene, 1 , 7 - d i m e t h y l -

51 63 77 1 6 2

 1 1 5 

>' J ' 1 { . 
(. .. .1.. . .M« .1.14.1 ....... ..... . . I . . l i t . 1. 

156 

i. ..ll.l 

Scan 38259 
0.99 min . 

1 CO I S O 

F i l e >BIGD1 
Bpk fib 999< 

i0000-

0-

48 60 88 180 128 148 168 188 288 

F i l e >BIGD1 
Bpk fib 999< 

19000-

B Naphthalene, 1,8-dimethyl-
' . 141 

51 63 J J 102 i j 5 

i.. . , { . . . . . .u. .» ..Hi ..... . ./ . 1. . i l l . i i 

156 Scan 38268 
8.88 min. 

157 

' i 111 I I ) 1111) i i i 11111 i j 111 11 1 i T n i l i > i p i 11 | i i i i i i i i i j i i i i ) i i i i | i i i 111 i i i j i i i i | i i 11 i i i 

48 60 80 188 128 148 160 188 200 

000269 

i . Naphthalene, i,&-- d i m e t h y l - 156 C12H12 
2 . Naph thalene t i>7- - d i n e t h y 1- 156 Ci2Hi2 
3. Naphthalene, i , 8 - - d i t t e t h y 1- 156 C12H12 
4 . Naphthalene f 2,3-~d iMeth y I - 156 C12H12 
5 . Naphthalene, i , 5 -- d i M e t h y l - 156 CI 2H12 

Sample f i l e : >B3747 Spectru* *s 807 
Search speed •• i T i l t i n g option : N No-, of ion ranges searched-. 42 

Prob. CAS * CON * ROOT K DK *FLG TILT % CON G....I R_IV 

> i . 97* 575439 38258 "BIGDB 101 7 0 0 100 0 72 97 
2. 97* 575371 38259 "BIGDB 100 8 0 0 100 0 72 97 
3. 97* 569415 38260 "BIGDB 100 10 0 0 87 0 72 97 
4 . 97* 581408 38262 * "BIGDB 97 9 0 0 93 0 72 97 
5. 96* 5 7 i 6 i 9 38257 "BIGDB i O i 8 i 0 95 4 72 96 



F i 2 e >B3?4~ 
Bpk fl$0gggj 

e-

J f c - 0 1 1 6 - 0 0 8 HJ HEP 
, s SUB 141 

r - l C O 7 "7 1 1 5 

51 6o iw 1 0 2 

1 i , , . i l „ i , , . , i l i i . . . i . . . I I l l i . . . . . . . u . i . . . . . . . . . . ; / . , . . . . L . I I . . . . . . . i l l . I . I . . . . a . 

Nfil^CO 

1....... II llil 

*1 Scan 028 
2 1 . 2 5 m i n . 

174 187 218 

F i 2 e >B3?4~ 
Bpk fl$0gggj 

e- [ i l l i | » i l i 1 i i i l | i I i I ( I i I I \ I I i i | i i i i | i i i ' | i i ' ' \ • • ' • | ' ' ' i x ' > ' < [ • • • ' | • • • • I • • ' • I • ' • ' i i 

TQ 68 88 10© 120 140 160 188 £ 0 9 

F i l e > B I GDI 
Bpk fib 999«= 

18680-

6-
< 

J N a p h t h a l e n e , 1 , 4 - d i m e t h y 1 -

* 141 

51 70 77 1 @ 2

 1 { 5 

/ - / I i 
i . . . L . l l j '.. . . ! . . i l l . . 1 . 

156 

i. ..ll.l 

Scan 3 8 5 4 1 
8 . 8 8 m i n . 

158 

F i l e > B I GDI 
Bpk fib 999«= 

18680-

6-
< 

' [ ' i ' l i i [ ' I ' i ' i ' i [ T V i ' i - p r r r | , i , i , i i | i i i i | i i i ' | i i i i [ • • ' • | • • • 1 | r ^ " | • ' 

*0 60 80 109 128 140 
1 1 1 1 1 1 1 1 I < I 1 I J 1 I 1 < 1 ( • i • 1 > I I 

160 188 208 

F i l e >BIGDI 
Bpk Rb ?99 < 

10000-

0 -

3 N a p h t h a l e n e , 1 , 8 - d i m e t h y l -
1 14J. 

51 63 76 1 0 2 115 

i i i i - .'" . 1. . i i i . i . 

156 

, ..11,1 

Scan 38269 
9 . 8 0 m i n . 

157 

F i l e >BIGDI 
Bpk Rb ?99 < 

10000-

0 -

' i ' i I i i ' i ' i ' i ' i 1 I T I r r i r v i 1 i i r i i i i i i | i i i i | i i i I I i i i i | i i i i | i i • i | • i 

48 68 88 180 126 148 166 138 280 

F i l e >BIGD] 
Upk fib 999 ( 

10008-

0-

g N a p h t h a l e n e , 2 , 3 - d i m e t h y 1 -

' 141 

51 63 76 1 0 2 115 

/ / . ,.rT . .7 (. . ..... ., 

156 

i. ....hi 

Scan 3 8 2 6 2 
0 . 0 0 m i n -

158 

F i l e >BIGD] 
Upk fib 999 ( 

10008-

0- y i 111 |"i'i n r r r i iT» r " > ' ' 1 ' 1 1 1 1 1 1 1 1 1 1 i 1 1 1 1 1 1 ' ' ' i ' 1 1 1 i ' ' ' ' ' 1 ' 
48 68 80 108 128 140 

J J 1 1 1 > j 1 I 1 I I > i l l ) i t t i j 1 ' 1 ' 1 

168 180 288 

rV^-L 00021'G 

1. Naphthalene, i ,4~ciiMethyl~ 
2. Naphthalene, i ,8-diFiethy 1~ 
3. Naphthalene, 2 ,3~cl iwethy 1-
4. Naphthalene, i,7-dimethy1-
5. Naphthalene, i,3-dimethy1-

156 C12H12 
156 C12H12 
156 C12H12 
156 C12H12 
156 C12H12 

Sample F i l e : >B3747 Spectrum =1 = 
Search speed-, i T i l t i n g o p tion: N 

820 
No. of ion ranges searched 43 

P r o b . CAS * CON * ROOT K DK *FLG T I L T X CON C _ I R _ I V 

1 . 9 7 * 5 7 1 5 8 4 3 8 5 4 1 "BIGDB 97 15 0 0 iOO 3 7 2 97 

2 . 9 7 * 5 6 9 4 1 5 38260 "BIGDB 95 15 0 0 94 3 72 97 

3 . 9 6 * 581408 3 8 2 6 2 "BIGDB 9 2 . 14 0 0 iOO 3 7 2 96 
4 . 9 6 * 5 7 5 3 7 1 38259 ' "BIGDB 93 15 0 0 100 3 72 96 

5 . 9 5 * 5 7 5 4 1 7 3 8 2 5 6 "BIGDB 94 13 i 0 94 3 7 2 93 



F i l e > 29374 7 4 1 

Bpk. ftb4lfgi£2: 
16-81 16--008 HJ DEP NflNCO *1 

0-

6 7 

.1.11... i. 

S I 
/ 

.,. ! , in i 

95 
/ 

SUB 

123 

Scan 82 7 
£ 1 . 3 9 m i n . 

13' 
/ 

1 4S-
159 193 194 

iL . i i i . l i . . . .....iJu., i.!iii..l...iiiiiiiini..,.iitl,. . ft..., i . , t i . i . . I r 
I r i i i | i i i i | i i I i | i i i i | i i i i | i i M | i i i i | i i i i | i i i i | i i i i | t i i i | i i t r | i i i i | i i i i | i i r i | i i i i | i i i i | 

48 68 88 108 120 148 168 188 £ 8 8 

F i l e > B IGDB 4 H - 1 , 3 , 2 - D i o x a b o r i n , 4—e t h e n y 1 - 2 - e t h y 1 - 4 - m e t h y 1 - 6 - | §.-, Sc an 4F199 
Bpk flb 9999 -CL._0.08 m i n . 

10000H 95 
67 

^ ' l - f i ' ; 1 ) 1 ! ' ! 1 ! ' ! ' ! ' ! ' I i ' l ' i ' l ' l ' l ' i i ' l ' l ' l 

169 139 
151 
/ 165 

48 60 80 
I ' l - I T I ' l ' ^ I ' l ' I ' l ' I ' l ' l ' t ' l ' I ' I ' l l 1 ! 1 ! ^ ' ! I M'|'|-I'l I ('I'l'l'l'l I l ' l ' l ' | ' l ' l I'l')' 

194 

100 120 148 168 188 
'" I " '"'"I 
200 

F i l e > BIGDB £ (1H)-Pyr.i_0inone , 1 - e t h y l -
Bpk Rb 999? 7 

10900-

53 

[ l | • i . iM, 111111 

88 
95 

123 

Scan 27543 
0.88 min . 

49 60 

124 

•p- 1 1 1 1 1 1 i ' 1 1 1 1 1 1 1 1 1 1 1111' 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 i 1 1 1 1 1 1 1 1 1 I I 1 1 1 1 1 1 1 1 i j 111 i 

88 100 120. 148 169 180 200 
Fi l i = ">EIGDB Bicyc loC2--2 .23oc tane , 2-chloro-
Bpk'fib 9999 

10004H 
88 

Scan 5378 
8-00 min. 

41 

h'm'j'rt'n'i'l'i'l 

188 
93 129 

144 147 

40 60 
I'l'i'i'i*! j'i'n'i'j')'ili'i'|,rn,l'|,''''l'i')'>' lyi'i'i'i i I'I'iTfri i 1111 H t I I I I I I I I I ] u 11) 111 > i 

88 100 128 148 168 188 208 

V v r^j i JL 

i . 

3. 
4. 

4H-1,3,2-Di o x a b o r i n , 4 - e t h e n y I ~ 
- n e t h y I p r o p y 1 > -
2 ( l H ) ~ P y r i d i n o n e > i ~ e t h y l -
B i c y c l o t 2 . 2 . 2 ] o c t a n e , 2 - c h l o r o -
A c e t i c acid., t r i f ' i u o r o - , b i c y c l o f. 2 . 2 .13 hep t-2 
1H-1 nd en e f o c t a h y d r o -2>2 > 4 > 4 ,7 ,7-IT e x a we t h y 1 - > 

e t h y l - 4 - M e t h y l ~ 6 - ( 2 208 C12H21B02 

•y l est 
t r a n s -

i 2 3 
144 
208 
208 

C7H9NO 
C8H13C1 
C9H11F302 
C15H28 

Saciple f i l e : >B3747 Spectr UM # •• 
ear ch speed i T i l t i n g option: 

Prob . CAS # CON =8 ROOT 

1 . 29* 74630049 47199 "BIGDB 
2 . 15* 13337796 27543 "BIGDB 
3 . 15* 33649795 5370 ' "BIGDB 
4 . 15* 54934984 5536 "BIGDB 
5. i i * 54832836 4721 i "BIGDB 

827 
No. of i o n ranges searched: 43 

K DK *FLG TILT % CON C„I R. 

24 109 3 0 234 34 12 12 
40 57 2 0 39 60 3 17 
22 94 ~x 

\ j 0 5S 59 3 12 
31 112 3 0 68 60 3 13 
27 7? 3 0 23 64 2 1.3 



rue >B3?4? 4 1 ^-ent-eeis 
Bpk flb 31284__-

HJ DEP NflNCO #1 
SUB 

Scan S3? 
2 1 . 6 0 m i n . 

20000- 33 
115 

/ 

141 156 
174 1 8 8 196 

40 
;,, j 1 ; 1 , ! , ' , i'i'i'!1! i i'i'i'i'PiWiri'i', ivsr^hfp vi'iVi1* n'ri" v.yiv'.Vr-, vrr, ?, v.,", .'."in / • * r • 

6© 86 100 128 149 168 180 £ 8 8 

F i l e > BIGDB Urvdec a n % 7 

Bpk flb 9999 4 q 2-
18000-( ^ 

Scan 3 8 5 2 8 
0 . 8 0 m i n . 

0- 1* 

85 
/ 93 113 12? 156 I ' 

I i 11 I ( ' I ' l i . 11 i ' l 1 ) i i i u I 1 

40 60 - 88 
F i l e > E IGDB Uc £-ane , 5 -e t h y 1-2-me t h y 1 -
Bpk flb 999? ^ 57 

100004 " 

r—" 
•T i ' I ' i ( I I I I j i r i i [ i i I'i | i i i i | i i i i ( i i i i | i I i i | ' i | i 

198 * 120 140 168 188 £80 
Scan 12990 
8.08 min. 

0-»lf4 
46 

85 

i j i i ' i ' i ' i 
66 

98 112 127 156 

I i I'I I'I' I ' I i 1 i i I ' I ' I I I I I I ' I ' I I I I I I i'l I i < < i | ' i • • I ' ' ' ' I ' ' ' ' I ' ' ' ' I ' ' ' ' I ' 1 ' ' I ' " ' I ' 

88 108 126 148 160 136 260 

File >BIGDB Pentadetane 
Bpk flb 9999 4 3 Z-

1 0080-1 2- " 

0- 1 

t ' l ' i ' i ' i i ' l ' l ' l ' l 1) 11 r 
40 60 

85 
/ 99 113 

/ 
"V-

127 

i I I'l'l'l I I I I I I I I I ' I ' I I I ) I i I'I I I I I I i'l I I I I H ' I I I 
80 180 120 140 168 

155 169 
/ / 

i i ' i 11111 i ' i 1111) i 

Scan 12775 
8 . 0 0 m i n . 

212 

11 11111) i I I I J I I 
180 200 

1 . 
2 . 
3 . 
4 
5 . 

U n d e c a n e 
O c t a n e , 5 - e t h y l - 2 - M e t h y l -
P e n t a d e c a n e 
N o n a n e , 3 , 7 - d i t t e t h y l ~ 
D e c a n e , 3 - M e t h y I -

000^72 

156 C11H24 
156 C11H24 
212 C15H32 
156 C11H24 
156 C11H24 

Sanple f i l e : >B3747 Spectrum *: 
Search speed-, i T i l t i n g option-. N 

837 
No. of ion ranges searched •• 43 

Prob . CAS * CON * ROOT K DK #FLG TILT 7. CON C_I R_IV 

i "1. 49* i i 2 0 2 i 4 38528 "BIGDB 77 31 i 0 83 Si 16 74 
2. 33* 62016186 12090 "BIGDB 60 38 0 0 76 60 12 73 
3 . 31* 629629 12775 "BIGDB 52. 54 0 0 98 60 8 63 
4 . 3 i * 17302328 12095 * "BIGDB 52 34 0 0 80 60 8 63 
5. 31* 13151343 12091 "BIGDB 54 4 0 0 0 73 60 8 66 



F i 2 e >B3?47 
Bpk flD 114E 

1 00000-

• 

0-

> 

8 

( 1 

5^ 3 

1 

J£ 

r 

i . i ! 

-0116-808 HJ HEP NfiNCO *1 Scan 849 
SUB 21 .84 min . 

1 
85 

9 9 127 1 4 1 155 183 193 226 
i ..I.l. ...ll.............i.............1 ....II., i. • . •• ••• • 

F i 2 e >B3?47 
Bpk flD 114E 

1 00000-

• 

0- -1 1 1 1 1 1 I 1 1 1 1 1 J 1 1 1 | 1 | I 1 ' | 1 | r- ( > < < ( ' I ' | ' I ' 

tQ 68 88 180 120 148 168 188 200 229 

F i l e >BIGDI 
Bpk flb 999S 

10080-

0-
i 

5 Ui^ec 

. ..ii 

ane , 2,10-dimethyl- Scan 12246 
8.88 min. 

/ 85 
' V 12? 1^1 »6J 1 8 4 

I r r 

F i l e >BIGDI 
Bpk flb 999S 

10080-

0-
i 

f " " T — i " " ! 1 " ! — r — I i — 1 r — i 1 — i | i ( > | • | | ' 1 ' | ' 1 ' 1 1 I 1 

fB 68 88 180 128 149 168 188 200 228 
F i l e >BIGDI 
Bpk fib ?99< 

101300-

• a 

5 
1 

,! 

T_r-jde 

i! 

c ane 

i i 

, 2-methyl- Scan 12765 
9.80 min . 

? 1 
/ 85 

{ 12? 141 1 5 5 183 198 
f / / y / / 

49 66 80 10̂ 8 120 146 160 186 206 226 

F i l e >BIGDI 
Bpk fib 999* 

10000-

3 
) 

f. 

G^ad 

1. .il 

ecan< 

, ...1 

71 

/ e 
>ii 

Scan 12799 
6.88 min. 

f 9 9 12? 141 l y S 183 197 2 ) 1 

i a — f 
4C 

"•i r > i 1 " * 1 
1 60 80 

'' i""|'"'l—|—"f^l—I—T**-J—1 "j" I—p^T J T~T 1 p~i I '1 1 I 1 I ~ 
108 "' 128 148 168 180 288 228 

1. 
2. 
3-
4 . 
5. 

Undecane > 2 ,10-diMethyI-
Tridecane, 2-Methyl-
Octadecane 
Undecane, 3 ..8-diMethyl-
Dodecane, 2-nethy1-8-propyl-

0 0 0 9 
^ V U- r\j 

3 
184 
198 
254 
184 

C13H28 
C14H30 
C18H38 
C13H28. 
C16H34 

Sa Mple f i l e : >B3747 Spectrum t- = 849 
Search speed: 1 T i l t i n g option-. N No of ion ranges searched-. 45 

Prob . CAS * CON * ROOT K DK •IFLG TILT % CON C_I R. _IV 

* i . 93* 17301278 12246 "BIGDB 75 . 34 0 0 72 18 60 93 

2. ' 86 1560969 12765 "BIGDB 84 27 2 0 89 4 60 3 i 
3 . 83 593453 12799 "BIGDB 88 45 o 0 79 3 57 25 
4 . 83 17301303 12235 "BIGDB 74 34 2 0 82 3 57 24 
5 . 83* 55045073 12343 "BIGDB 76 52 2 0 75 8 54 59 



F i l e >B3?47 
Bpk flb 1716 

— 

0- 1 

J 

1 

41 

. ...II I.I. 

•6116-088 HJ DEP NANCO * t l Sc&n 855 
SUB 21.96 min. 

8/5 I 2 1 1 9 12? 148 173 i ? 3 

i . i . l . . II..1.1.I .,.j,..i...l.,„|l...i....,,,.IM ,. • • - i l 1 

I I I I I | i i ) i i I I 1 I | 1 1 1 I | I I 1 1 | 1 ) 1 I | I I I I | i I I i | i i i i ( i i i i | < i i i | i I I I p-* * ' 1 ' ' ' ' 1 ' ' ' ' I " ' ' • 

46 69 86 100 120 140 160 100 200 
F i l e > BI GDI 
Bpk flb 9991 

18060-

8-

} 
l 

f 

I 

•lexadec^iy , 3-methyl- Scan It'792 
0.88 min. 

85 Q Q < < o 127 155 210 
99 113 s v 169 183 --̂  | / / ^ X / ^ 

F i l e > BI GDI 
Bpk flb 9991 

18060-

8- t 
% 3 60 88 100 128 140 160 180 200 

F i l e >BIGD1 
Bpk Rb 999 ( 

10000-

0-

• 

> 

.1, 

Dodec< 

43 

,1 

a.ne_n 3-methyl- Scan 12222 
_zl' 8.00 min. 

, e/5 99 1 1 3 * 5 5 169 

F i l e >BIGD1 
Bpk Rb 999 ( 

10000-

0-

• 

48 60 88 109 120 148 166 136 266 

File >BIGD1 
Bpk fib 999' 

10000-

0-

B 
i 

I, 

Tet r a 

43 

. ...! 1 .. 11 

?, 3-methyl- Scan 12324 
0.00 min. 

8/5 99 113 12? 1 5 4 183 197 

. ..!. ./ .{ . / .r. / 

File >BIGD1 
Bpk fib 999' 

10000-

0-

\ v \ i I I I'l 1 1111 i i 1 I I u \ r i r r r n ' i j i i i i ) i i i i j i i i i j i i i i j i i i i ) i • i i 11 i i 11 i i 111 i i • • j > • • • i • • • > i 

48 60 88 180 126 148 160 188 288 

000274 

1. Hexadecane, 3 - n e t h y l - 24 0 C17H36 

2. Dodecane, 3-methyl-. 184 C13H28 
3 . Tetradecane, 3 - m e t h y l - 212 C15H32 
4 . Undecane, 2 , 9 - d i M e t h y l - 184 C13H28 
5. Oc tac osane 394 C28HS8 

Sample f i l e : >B3747 Spectrum #= 85S 
Search speed • 1 T i 11 i n q option-. N No . of i o n ranges searched 49 

-
Prob . CAS * CON 4 1= ROOT K DK t-FLG TILT % CON C R_1'J 

• 1 . 43 6418435 12792 "BIGDB 76 37 2 0 100 29 19 21 
2 . 38 17312571 12222 "BIGDB 62 37 2 0 92 33 16 21 
3. 35 18435228 12324 "BIGDB 73 4 0 2 0 72 35 12 18 
4 . 33 17301267 12236 ' "BIGDB 59 42 2 0 100 33 12 16 
5 . 30 630 024 1.2848 "BIGDB 73 71 2 0 71 45 8 18 

I . 



F i l e > £ 3 ? 4 7 4 1 

Bpk flb 7976 • 
Jto-Gll 1 6 -008 

71 
SUB 

/ 

, 1 , 

85 

HJ HEP NflWCO- * 1 S c a n . 8 6 4 
2 2 . 1 5 m i n . 

97. 123 133 162 } 8 0 197 

. . . i l l l l l Ill .• j . | j . l i . i l > l l t j . t j l t i . . . n . . . ««H. .,.|. • .11 .,.1. , i • 1 •• 

>24 

T—1—p—'—1—'—1—>—1—1—I ' (— 1 — I — r — j — 1 — 1 — r — | — i — | — r •[ ' i — | — i — 1 — r — | — i — j — r — \ — i — | — 
48 60 88 108 128 148 168 188 280 220 

File >BIGDB 1 3.4l'"'decene , 4-methyl — 
Bpk flb_9?99 _ y 

Scan 12143 
0.09 min . 

18080-

0 J 

71 

40 
1 r -

68 

85 
/ 9? 126 1 6 8 17 1 < r * 148 

7 /• y 
88 

'' i • — t 1 i i 1 1 11 r"' '! i ' " i ' t 1 r 1 1 i ' i ' " i 11 

180 128 148 160 188 288 220 
F i l e > BIGDB teane, 3-methyl-
Bpk flb 999? 

/ 85 

0-1 

Scan 12891 
0.88 min. 

40 6^ 86 

98 12? 141 156 
/ / 

- j 1 f T — j r — i 1 — j 1 — i j r — i — i 1 1—1 1 — I 1—T 1 — | 1—T~ 

168 126 148 166 188 266 22i 
File >BIGDB H^nane, 3,7-dimethyl-
Bpk flb 9999 ^ 

Scan 12895 
0.00 min . 

10000-

40 

71 

97 12 

60 88 

'' 141 156 

' J—(^*T—i—!'" * !—'''' I ' !1 ' — I — i " 1 >—J—r 
100 126 148 160 

— I — r — | — i — | — i — s — i — I 
180 206 228 

O v t-1 i O 

1. 1-Undecene, 4 - n e t h y I - 168 C12H24 
2. Decane, 3- M e t h y l - 156 C11H24 
3. Nonane, 3,7-dimethy1- 156 C11H24 
4. Undecane, 4-Methyl- 170 C12H26 
5. Nonane, 5~ < 2 - w e t h y I p r o p y 1 ) - 184 C13H28 

Sample f i l e : >B3747 Spectrun'#: 864 
Search speed 1 T i l t i n g o p t ion: N No . o f i o n - ranges searched •• S3-

Prob . CAS * CON i * ROOT K DK tFLG TILT % CON C_I R_J.V 

» 1 . 56* 74630390 12143 "BIGDB 49 50 0 0 77 44 17 59 
2. 36 13151343 i 2 0 9 i "BIGDB 61 33 i 0 77 44 12 27 
3 . 25 17302328 12095 "BIGDB 39 47 2 0 79 SO 7 13 
4 . 25 2980690 12165 * "BIGDB 48 56 1 0 74 46 7 12 
5. 25 62185539 12248 "BIGDB 38 54 i 0 49 44 8 13 



F i l e >B3?4r 
Bpk fib 161' 

0-

' J6-8116 80S HJ BEP HflHCC 

Q SUB 164 

i !. ni.lili Hiil.ilii iii.ii.ilili n . I n i..,.niu......,iiii...,ii..,.iii.i.i.„-.iiii.i.iji 

*1 Scan 871 
22.29 min. 

169 191 210 

f j l i i i . , . . itl> in. r,|t .. i,,r i i 

T 1 ! 1 1 1 1 ! 1 1 J 1 1 ' I 1 I - ! | ' | < I ' 1 ' 1 ' I ' 1 • 1 ' 1 

40 60 80 100 120 148 160 168 208 220 
F i l e >BIGDI 
Bpk flb 9891 

10000-

0-
t 

; Phenol, 3 , 5 - d i c h l o r o - ^f 

? ' J 

i r 63 133 
49 / I * / v' 
/ .1 . L y 

Scan 4087? 
j £ - 0.88 min. 

16? 

iii^L ; , 

F i l e >BIGDI 
Bpk flb 9891 

10000-

0-
t 
— — , — — , _ r . , . ,....T....,I j . . . , . | i f ' | ' i { | j i t i i t i 

t0 60 88 100 120 148 160 188 208 228 
F i l e >BIGDI 
Bpk flb 999° 

10000-

«_ 

5 Phenol, 2 , 5 - d i c h l o r o - ^ 

63 93 133 
49 / 81 126 s 

1 . / uT f 

Scan 39S33 
0.08 min. 

1.67 

40 60 38 188 120 148 166 l3e 200 226 

F i l e >BIGB1 
Bpk fib 999* 

10000-

0-

g Phenol, 2 , 6 - d i c h l o r o - j 

6 3 93 128 133 
49 / 81 ^J- / 

co Scan 49072 
f 0.00 min. 

167 

F i l e >BIGB1 
Bpk fib 999* 

10000-

0-

• ..f.-. • — • , p — , — , j , j , j , , , , , j , f r y i i i | i i i j i j 

48 68 88 180 120 140 160 180 200 220 

000276 

1. Phenol, 3 , 5 - d i c h l o r o - 162 C6H4C120 

2. Phenol, 2 , 5 - d i c h l o r o - 162 C6H4C120 
3 . Phen o l , 2 , 6 - d i c h l o r o - 162 C6H4C120 
4 . Phenol, 2 ? 4 - - d i c h l o r o- 162 C6H4CI20 
5 . P h en o 1, 2,4 • d i c h l o r o - 162 C6H4C120 

Sample f i l e : >B3747 Spectrum 4: 871 
Search speed: 1 T i l t i n g o p t i o n : N No'. of i o n ranges s earched 43 

Prob. CAS * CON * ROOT K DK *FLG TILT % CON C. ...I 

« 1 . 11 * 591355 40077 "BIGDB 3 i 66 2 0 79 63 o 
L.. 

14 

2 . i i * 583788 39833 "BIGDB 34 72 2 0 79 63 2 14 
3. i i * 87650 40072 "BIGDB 32 76 2 0 79 63 2 14 
4 . 1 1 * 120832 40069 ' "BIGDB 27 79 2 0 79 63 2 14 
S . i i * 179 267 PRIPOL 27 79 o 0 79 63 O 14 



F i l e - >B374? 
Bpk fib 263970.. 

200080-

5 ^ 

0-H i < < • 
48 

- 0 1 1 6 - 0 0 3 

85 

NJ DEP HfiNCCi 
SUB 2 2 . 4 7 m i n . 

11 i-ri' l 1 

60 

99 113 
12? 

155 169 
182 

212 

I m' l ' i ' i ' iypri ' l ' f i"ivf'^'^'f'* Y'̂ '̂ '̂ '̂ 'f * f' r' '**' t' '* '* '*** I *** ***' '* 1* *' '** '*'t *''' *» '* '* ' ' ' V ' ' • i ' i ' i ' i 11' 
100 

' i ' i ' i ' i n ' l ' i ' i 1 1 1 1 r r i 

128 148 168 180 200 

F i l e > BIGDB Pen rade <fcarie 
Bpk Rb 9999 43 IW 

18800-1 Z 

Scan 12775 
8 . 0 0 m i n . 

0->l '[ '1 'I •! •> I •!1 

40 

99 

I I ' I I (-I'I'I 1 1 1 1 i ' l 

113. 
/ 

155 16.9_ 

60 
I ' I " " I I r r + ¥ 

190 120 
f r - f f r p t I T | " I r i r | " T I 

140 160 
1 1 j 1 1 1 1 j 1 1 1 1 1 1 1 

188 288 

F i l e > B IGDB t ' l q t a d e c a n e 
Bpk Rb 999? JZ? 3-( 

I00004 

8-

Scan 12777 
8 . 8 8 m i n . 

85 

1 1 1 1 1 1 1 1 1 M * | ' i 1 1 1 1 i ' i ' i 1111 

40 60 80 108 

99 

I 1 1 1 ! I'I'I i p i Ml1) 

1 13 
/ 

•H4-

12? 212 
155 169 133 \ 
. / / / 1 1 i 1 i ' i ' i 1 1 1 1 1 i ' i | 1 1 1 1 ) ' 1 1 1 1 \ 1 i ' 1 1 j 1 1 1 r 1 1 1 1 1 [ r 1 1 1 \ 1 1 1 1 j 1 1 1 

0 120 149 160 186 209 
T T T "f 1 

F i l e >BIGDB Heptade«r*« 
Bpk fib 9999 40 

190004 y 

Scan 12796 
0.00 min. 

85 
99 113 127 

155 169 183 
/ / / y l ' l ' i 11 i ' i ' i ' i 111 i ' l ' l ' l 1111 i ' I ' I i p i i ' I ' i I 11 I I ' I ' I I I ) 11 l r i 111 1 1 I ' i 111) 1 i ' i 1 ) 111 I ' I I 1 111 I ' I 1111111 | 1111 ) 

48 68 88 180 128 148 160 188 288 

1 . P e n t a d e c a n e 
2 . P e n t a d e c a n e 
3 . H e p t a d e c a n e 
4 . H e x a d e c a n e 
5 . P e n t a d e c a n e 

0 v h ,3 i i 

212. C15H32 
212 C15H32 
240 C17H36 
226 C16H34 
212 C15H3-2 

Sample f i l e : >E3747 Spectrum #: 
Search speed: 1 T i 1 t i n g o p t ion: 

Prob . CAS * CON =1 t> ROOT 

* i . 94* 629629 12775 "BIGDB 
2. 93* 629629 12777 "BIGDB 
3. 89 629787 12796 "BIGDB 
4. 89 544763 12354 * "BIGDB 
5. 89* 629629 12776 "BIGDB 

880 
No. of ion ranges searched-. 43 

K DK #FLG TILT % CON C...I F ?_™ 
92 14 i 0 iOO 0 72 92 
86 1 0 96 5 68 83 
iOO i l 1 0 93 1 66 72 
92 15 i 0 92 1 66 61 
79 30 1 0 74 2 66 76 



F i l e > B374 T 
Bpk fib 1216 

10008^ 

0-

!4 

,li 

sr 

1 

J£ 

7 

cr 

-0116-888 NJ DEP NO) 
SUB 

/ BB 
/ 99 u s 139 
1 / / 

. i l . i . l ..,,,.1 .„„,......i.„,.|...i.I.I.,...iii 

JCD ttl £ c a n s&6 
55 22.60 min. 

178 

189 288 
l (.l.,,:.i.i..ii , , . i . . .i-pT" 

T — ' — i — ' — i — ' i i r • • i •'• i « i i i « i • * i 1 i » i ' i 1 i • i • • • i * i 
•40 69 80 100 120 146 160 160 200 220 

F i l e >BIGDI 
Bpk fib 999< 

10800-

8-
i 

3 
> 

J, 

Efcojdec 

..Ii 

ane 

7 

i . . ... .„ i l 

Scan 12731 
8.08 min. 

'1 

/" 99 113 141 155 
.ll. .11 M .. .' •' 

F i l e >BIGDI 
Bpk fib 999< 

10800-

8-
i 
1 1 j - - T — j — r | i | i | i ( i | • | . ( . ( . | • i • | • | • | • ( • | • i 

*0 60 88 188 120 148 160 189 208 220 
F i l e >BIGDI 
Bpk fib ?99« 

^ 10800-

0-

3 
> 

J|n \~i c 

i i I I I i i i l 

ane 

i , . . . n i l 

Scan 12730 
0.00 min. 

'1 
f 85 

f n n 1 2 7 t - r n 1 7 Z 

I t 8 \ * 4 1 155 J 9_j__w--

F i l e >BIGDI 
Bpk fib ?99« 

^ 10800-

0-

-r 
48 

- 1 1 1 1 ! 1 1 1 1 1 J I 1 l I » | r } » [ ^ j — i | ~ r , . | . ( . i 

68 38 108 120 148 168 180 288 226 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

3 
i 

I .. ...Jl 

ecane 

7 

t . . . t i 

Scan 12783 
8.08 min. 

'1 
1 85 

{ 99 113 141 155 i - - 9 19? 
. ul. ... ...il̂  ...iF iL -x. ••• -• 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

•1—1 [ — 1 — j — T " r - i 1 I 1 l 1 ) 1 1 I J i ! i 1 ' 1 ' ! • ! > 1 1 1 ' ! ' 1 
40 60 88 100 120 148 160 130 288 228 

1. 
2. 
3.. 
4 . 
5. 

D odecane 
Dodecane 
Hexadecane 
Pen tadecane 
Hexacosane 

V/ w s 

170 
170 
226 
212 
366 

C12H26 
C12H26 
CI 61-134 
C15H32 
C26HS4 

Saciple f i l e : >B3747 SpectruM *= 
Search speed: 1 T i l t i n g option-. N 

886 
No . of ion ranges searched 43 

Prob . CAS * CON * ROOT K DK tFLG TILT % CON C.„I R. .IV 

i . 53* 112403 12731 "BIGDB 64 35 i 0 69 46 14 63 
2. 35* 112403 12730 "BIGDB 55 46 2 0 72 46 i i 32 
3 . 30 544763 12783 "BIGDB 81 39 2 0 83 46 10 22 
4 . 30 629629 12775 1 "BIGDB 70 36 O 

t— 0 87 46 10 23 
5 . 30 630 013 12505 "BIGDB 79 55 o 0 9 i 46 10 21 



F i l e >E374 7 
Bpk fib 239; 

20600-

0-

> .16-0116-003 NJ HEP Np 
12 SUB \ 

39 63 77 97 _ j _ - 5 141 

I I I , , i l t t l i . i i ( ( l t i i t . | . i l l l m l i l f . i t 1 1...11I1. 1111... n i -• ! f i 11111 ..1 i l l 111 .11 . . i l l i l l i l l 1 l l ) ..,.1 

i i £ c a r i 96 1'' 
^__J." 2 3 . 0 3 m i n . 

£ 0 3 216 

T"' "i—T • 1 1 1 1 1 1 1 ' 1 1 1 1 1 ' 1 ' 1 ' 1 ' 1 1 1 ' 1 ' 1 * 1 * ! 1 1 
40 60 60 109 120 149 168 188 208 220 

F i l e >BIGDI 
Bpk flb 999* 

18000-

0-
< 

3 N a p h t h a l e n e , 1 ,4 , 5 - 1 r i m e t h y 1 - . 

51 63 77 1 0 2 ^ - l . 141 

rrc Scan 41928 
/ • J

 1 7 e 0 . 0 0 m i n . 

j 172 

1 ..I . I . I 1--̂ " 

F i l e >BIGDI 
Bpk flb 999* 

18000-

0-
< *0 60 88 180 120 148 

i 1 1 • 1 • 1 • 1 • 1 • 1 
168 188 280 220 

F i l e >BIGDI 
Bpk fib 999° 

10000-

8-

3 ft2ULENE, 2 , 4 , 6 - T R I H E T H V L -
) 

1 

51 63 7? 102 J i 5 141 
/ / ^ — " / C~~ 1. / .1 

55 

1,. ,....,...1 

170 S S a Q « 4 1 ? 3 1 

0 . 8 8 m i n . 

173 

F i l e >BIGDI 
Bpk fib 999° 

10000-

8-
48 60 88 180 128 148 

J 1 

160 'lSV ' 20V ' 228 
F i l e >BIGDI 
Bpk fib 999 ' 

10000-

0-

g N a p h t h a l e n e , 1,4 , 6 - t r i m e t h y 1 - . 

51 63 7? i Q 2 1 141 

55 

1 ' . ,..1 

Scan 41929 
, _, _ 8 . 0 0 m i n . 
178 

172 

'• 1 j 1 1 1 | 1 1 1 1 

F i l e >BIGDI 
Bpk fib 999 ' 

10000-

0- 1 •• 1 1 i" T , i " " i , " , i " " r , , i , , " r , , , r ) 1 1 1 1 1 j 1 j 
48 60 88 180 120 140 

1 1 
168 138 288 220 

000279 

i . 
2 . 
3 . 
4. 
5 . 

N a p h t h a l e n e , 1>4 , 5 - t r i f i e t h y 1 -
AZULENE, 2 ,4 ,6-TRIMETHYL-
N a p h t h a l e n e , 1 , 4 , 6 - t r i n e t h y 1 -
N a p h t h a l e n e , 1 , 6 > 7 - t r i f i e t h y 1 -
METHYL-ETHYL-NAPHTALENE 

170 
170 
170 
170 
17 0 

C13H14 
C13H14 
C13H14 
C13H14 
C13H14 

Sample f i l e ; >B3747 SpectruM * •• 
Search speed: 1 T i ' l t i n q o p tion: N 

907 
No. of ion ranges searched-. 43 

P r o b . CAS * CON « ROOT K DK. *FLG T I L T % CON C....I R J : V 

1 . 9 4 * 2 1 3 1 4 1 1 41928 "BIGDB 94 24 0 0 67 25 S3 96 
2 . 9 3 * 0 4 1 9 3 1 "BIGDB 88 26 0 0 91 27 57 96 
3 . 9 3 * 2 1 3 1 4 2 2 41929 "BIGDB 82 37 0 0 69 24 5 3 94 
4 . 8 1 * 2 2 4 5 3 8 7 41926 4 "BIGDB 68 40 0 0 96 3 i 40 83 
S . 7 6 * 0 4 1 9 3 2 "BIGDB 75 4 1 2 0 97 . 13 4 0 57 



F i l e > #374 T 

-

0-

? 

10 

, 1 

57 

Ii 

J6-8116-088 HJ DEP NflWCO * 1 Scan 916 
SUB 23,21 min . 

71 
/ 7"' J * 9 127 141 168^ 172 202 211 

I ...mill. , ..III. . ......III. >...„,. •.«n, ."' ... 
T — 1 — I — i — | — T | i | i ( r | ' | ' | ' I • I ' I ' I ' l ' ! ' l ' i • i ' i 

49 69 88 100 120 146 168 188 209 229 
F i l e > BI GDI 
Bpk flb 9991: 

10000-

8-
i 

3 
l 

il 

D f^an 

..ll 

e Scan 12668 
0.88 min. 

V f 99 lJA 142 JJ3 

F i l e > BI GDI 
Bpk flb 9991: 

10000-

8-
i 
T " l — 1 1 »-•• i J < " " i l ' | • [ • I • 1 ' j • | ' | ' ( ' i ' | ' I ' I 

40 60 88 108 120 148 160 188 280 220 
F i l e >BIGD1 
Bpk flb 999^ 

0-

3 
> 

,1 

D l 3 a n 

!i 

e Scan 12670 
0.88 min. 

71 

{ 8/5 99 142 

F i l e >BIGD1 
Bpk flb 999^ 

0- " " I 1 1 1 T " 1 T — I 1 T——I 1 1 j 1 1 1 1 i I ( 1 I • y r - f ^ I ' l ' l ' l 

40 60 39 188 128 14Q 166 188 208 228 
F i l e >BIGD1 
Bpk ftb 999< 

i Q000-

0-

B 

.1 

H**<an 

li 

e, 4-ethy1-2-methyl- Scan 18571 
0.00 min. 

71 oc 99 1 2 3 

. ... ./ , r V-̂  

F i l e >BIGD1 
Bpk ftb 999< 

i Q000-

0- 1 — 1 — r — i — I — r | i j I | i ] i | i ) i ] > ! > ] > i > i > i > i 1 i > ) 1 i 
48 60 88 180 120 148 160 138 200 220 

000280 
1. Decane 142 C10H22 
2. Decane 142 C10H22 
3. Hexane, 4 - e t h y l - 2 - M e t h y l - 128 C9H20 
4. Decane, 2 * 6 , 8 - t r i n e t h y 1 - 184 C13H2S 
5. 2-Decene, S~«et hy 1 , <Z)- 154 C11H22 

SaMple f i l e >B3747 Spec t r i m •= 916 
Search speed i T i l t i n g option-. N No . of i o n ranges searched: 47 

* 
Prob . CAS * CON * ROOT K DK #FLG TILT 7. CON c_i 

' 1 . 67 124185 12668 "BIGDB 71 29 2 0 97 12 34 26 
2 . 67 124185 12670 "BIGDB 62 37 2 0 80 14 34 21 
3 . 63* 3074757 18571 "BIGDB 42 47 0 0 87 32 22 48 
4 . 62* 62108263 7482 ' "BIGDB 44 48 0 0 10 0 28 25 49 
5 . 59* 74645866 18103 "BIGDB 4 0 40 0 0 iOO 37 21 50 



F i l e >53747 4 1 

Bpk fit- £1424._-
29899-

J6-0116-003 NJ HEP 

04 

8-
71 

i 
I 

ii. ....iiili.........Li. 

SUB 
NfiNCO 

155 170 

1—«—I—i—| i { 
40 60 

— F ~ 
88 

128 133 

. . . . . . . . . . . . i.. .i .ii... .r~rr... ,„.,<., ...ii 
19; 

Scan 922 
23.33 min. 

218 

T — I — r 

100 
- J — T — i — i — I — I — T — r 

128 149 

I ..ll..,..ll,„... . I..„ , I . , 

T * - \ — i — j — T 3 — ! — H - T — i — | — i — j — i — r — 

168 180 208 220 
F i l e >BIGDI 
Bpk flb 999": 

10600-

0-
t 

) FlZULENE, 2,4,6-TRIMETHYL-

1 

51 63 77 J02 ^ - i - ^ 5 1 4 1 

55 
( 

I . . .....,.„! 

1 7 0 Scan 41931 
0.90 min. 

F i l e >BIGDI 
Bpk flb 999": 

10600-

0-
t T9 60 89 109 120 149 160 

' ( ' i ' i ' i ' i 
188 200 229 

F i l e >BIGDI 
Bpk flb 999< 

10998-

0-

} METHYL-ETHYL-HflPHTALEME 
> 1 

44 7_5^ f 

i 1 ... i f Tiit i.iirn. 1 .. .if. .I.i i l . . .ill >. . . tilt 

55 

1- <•) 1 

1 7 0 Scan 41932 
- 0.88 min. 

171 

' ' i ' l ' l ' l ' l 

F i l e >BIGDI 
Bpk flb 999< 

10998-

0-
46 69 38 188 128 148 169 139 208 220 

F i l e >BIGD1 
Bpk fib 999' 

1 0O00-

0-

g Naphthalene, 2 , 3 , 6 - t r i m e t h y 1 -
3 

1 

51 76 77 l f i 2

 1 2 8 141 

55 
/ 

i ....1 

17Fi Scan 42193 
0.00 min. 

172 

F i l e >BIGD1 
Bpk fib 999' 

1 0O00-

0-

49 60 88 108 120 140 
. 1 . |....|.... 

160 
• i ' i ' i ' i ' ! 
188 200 228 

1. AZULENE, 2,4,6-TRIMETHYL-
2. METHYL-ETHYL-NAPHTALEME 
3. Naphthalene, 2,3,6--tr imethyl ~ 
4. Naphthalene, i , 6 , 7 - t r i M e t h y l -
5. Naphthalene, 1 , 4 , 6 - t r l M e t h y l -

\ j u i - >~J O 

170 C13H14 
170 C13H14 
170 C13H14 
170 C13H14 
170 C13H14 

Sawplf ? f i l e : )B3747 Spec.trUM # = 9 22 
Search speed •. 1 T i l t i n g o p t i o n : N No . of i o n ranges searched 43 

• 
Prob. CAS * CON 4 ROOT K DK t-FLG TILT X CON C. .1 R_IV 

* i . 26* 0 41931 "BIGDB 72 42 L.. 0 63 57 7 54 
2.. 23* 0 41932 "BIGDB 67 49 2 . 0 63 57 6 46 
3. 2 i * 82926S 42193 "BIGDB 6 i 48 2 0 63 57 5 38 
4 . 2 i * 224S387 41926 ' "BIGDB 60 48 ? 0 63 57 5 37 
S . i 8 * 2131422 4192.9 "BIGDB 88 31 2 0 SO 64 5 67 



F i l e >B3?4: 
Bpk fib 82S< 

? 

i 

1 

41 

, ll 

J6-6116-088 NJ DEP Nfi 
SUB j 

71 as 1 2 3 

/ / 99 / 141 
. .I.I.!, I. i , i i . . ll......1 >>.,,!...!...ll.,.,l i,^,.,...)! 1 

HCO * 

55 
f 

»..„. .,..J 

1 Scan 934 
£3.58 min. 

173 

284 222 

i — > — i — 1 — i — T T i — 1 — r ~ ~ * i ' i r ( * f * i 1 i t f i • » • _ 
49 60 89 160 120 140 160 18© £00 2£0 

F i l e >BIGDI 
Bpk flb 999"; 

10000-

0-
< 

1 Naphthalene, 1,4,5-1rime thy 1- . 

El 63 77 102 141 

55" 

! 

3can 41928 
1 T ( H 0.80 min. 

172 

F i l e >BIGDI 
Bpk flb 999"; 

10000-

0-
< tQ . 68 88 100 128 140 160 188 288 220 

F i l e >BIGD1 

0-

j Naphthalene, 1,4,6-trime thy 1- ^ 

51 63 77 i 6 2
 1 2 i . 141 

/ / - / | ,l { l|. 

55 
f 

1.. ...,.,.1 

Scan 41929 
i 7 g 0.08 min. 

172 

' ' ' I ' l ' i ' i ' i 

F i l e >BIGD1 

0-
46 60 80 180 128 140 166 186 288 226 

F i l e >BIGD] 
Bpk flb 999* 

1 0000-

0-

g Benzene, 1-mefchy 1-4-(me t h y I s u l f e r n y I ) -

1 
167 

T ir 
55 

Scan 41870 
0.00 min. 

r78 171 

F i l e >BIGD] 
Bpk flb 999* 

1 0000-

0-

T — I — I — i — | — I — J T " i , > 1 | 1 j 1 | 1 | 1 ) 

40 68 88 168 120 148 166 
' i ' l ' i ' i ' i 
188 208 220 

1. Naphthalene, 1,4 ,5™trirtethyl •• 
2. Naphthalene, 1,4,6-triwethy1-
3. Benzene, l-cieth y 1-4-(cieth y l s u I f ony 1) -
4. METHYL-ETHYL-NAPHTALENE 
5. METHYL NAPTHYL KETONE<ORANGER) 

000282 
170 C13H14 
170 C13H14 
170 C8H10O2S 
170 C13H14 
170 C12H10O 

Safip'ie f i l e : 
Search speed •• 

>B3747 Spectrum *= 
i T i l t i n g option N 

934 
No of ion ranges searched: 43 

Prob. CAS * CON * ROOT K DK tFLG TILT 7. CON c__i RJ:V 

i . 44* 2 1 3 1 4 i i 41928 "BIGDB 72 46 2 0 52 48 13 54 
2. 40* 2131422 41929 "BIGDB 77 42 3 0 73 46 12 42 
3 . 25* 3185997 41870 "BIGDB 30 48 3 0 97 48 7 14 
4 . 25* 0 41932 * "BIGDB 47 69 2 0 65 46 7 19 
5. 25* 0 41923 "BIGDB 29 53 2 0 73 50 7 14 

I 



V i l e >S3?-f, 
Bpk BP 2 5 i l 

Z00090-

0-
t. 

f8 

l i ll 

J£ 

f 

. H 

.-0116-008 HJ HEP NflWCO *1 Scan 957 
SUB 24.05 min. 

1 
8,5 oo 155 226 
, 99 1 2 ? 141 s 183 197 ^ 

. i n . .ui . i i - . i -

V i l e >S3?-f, 
Bpk BP 2 5 i l 

Z00090-

0-
t. 
l " I • ( 1 I ' I • ( • i ' I 1 i ' 1 1 I 1 i ' l 1 ( ' I 1 i 1 i * i 1 i 1 

*© 66 89 108 120 148 160 180 £80 £28 

File >BIGDI 
Bpk flb 933*. 

10800-

0-

) 
1 

L 

He^ad 

i .i.il 

ecane 

7 

, .J! 

- Scan 12782 
0.88 min. 

55 
' 9 9 127 141 / 5 5 183 1.97 ^ 

File >BIGDI 
Bpk flb 933*. 

10800-

0-
1 • I ' l ' l ' l 

60 88 
l . . . j , . . | . i l l | . . . . , - . . ) l . l . , . . . . j . . , , , 1 | 1 , 1 , 1 | . ( 1 , 1 | . , . , I 

108 120 140 160 188 280 228 
F i l e >BIGDI 
Bpk flb 999* 

10800-

0-

3 
i 

>, 

hLe_;<:ad 

il 

ecans 

i ^ d l 

' i 

' • .. > 

Scan 12784 
0.88 min. 

/ 99 . 127 141 J " 183 ^ 

r~" / / X / 

F i l e >BIGDI 
Bpk flb 999* 

10800-

0-

i ' l ' l ' l ' l 
48 68 88 r " ' I 1 r ' i 1 i 1 1 i ' i • i • i • i • J - i • i • 

188 120 148 ,160 180 208 228 
F i l e >BIGD1 
Bpk fib 999< 

10000-

0-

B 

J 

f-ŷ cac! 

i , it 

lecatv 

i J I 

* Scan 12354 
8-80 min. 

f 85 < cc '?26 
/ 99 127 141 y ' J ,183 197 " ̂  

i f / ./ / ... / ./ 

F i l e >BIGD1 
Bpk fib 999< 

10000-

0-

1 ' V • 1 1 1 1 ! ' I ' l ' i ' l ' 1 1 I ' ! ' 1 1 ! ' I 1 1 1 I ' l 1 I ' 
48 60 88 188 128 148 160 180 288 226 

Hexadec ai 
"TTeXa^Teca n e 

3 . Hexadecane 
4 . Pen t a d e c a n e 
5 . H e x a d e c a n e 

\y i.» V r-s *-» 

226 C16H34 
226 C16H34 . 
226 C16H34 
212 C15H32 
226 C16H34 

Sample f i l e : 
Search speed •• 

>B3747 SpectruM #: 
1 T i l t i n g option : N 

957 
No. of ion ranges searched-. 43 

* 1 . 
2 . 
3. 
4. 
5 . 

CAS * CON =1 ROOT K DK f-FLG TILT % CON C....I R_IV 

544763 12732 "BIGDB 115 i 0 0 87 4 72 99 
544763 12784 "BIGDB 100 19 0 0 76 4 72 97 
544763 12354 "BIGDB. 82 25 0 0 90 2 72 94 
629629 !L 3 2 3 4 "BIGDB 104 8 1 0 80 4 66 76 
544763 12781 "BIGDB 106 13 1 0 73 4 66 67 



File >B3?4? 
Bpk WQ§§&4 

.16-81 16-003-

0-

51 
/ 

63 88 
t 

115 

HJ HOW CO *1 
168 t: 

135 

Ii 

T 
40 

ii. IHI...,.|,,.I.I ' . - j . "... ulll.,,^..(.,,... li 1 II :i„.. 

Scan 963 
24.1? min. 

199 236 
i i i . . . . . . , , . i . 

i ' l ' — I ' l ' i ' i ' i r 

60 80 100 120 
~ 1 — 1 — I — ' I ' i ' i ' i ' 

14© 160 18© 
' I ' I ' I ' 
200 228 

F i l e - > BIGDB Naphthalene, 1 -(2-propeny13 -
Bpk Rb 9999 

18000-

U5. 

153 
168 
s 

Scan 41586 
8.00 min . 

51 63 83 

- [...I, .|li. , ^ ,|il!•)•• ̂ . .I|h i.jll>l|i Iil|i.., .,••[ •• | •.•» ji. |-.. )'ll i|... '['' -I •[» 

178 

40 68 88 180 128 148 160 188 200 
Fll*1 ;>BI5DB Benzene, El - (£ ,4-cyc lopen t ad i e n - J_r->'1 i dene ) e thy 1 2 -
Bpk "flb 999? '-'L. 168 

10880-

0-1 

I ' I ' I 
228 

Scan 41505 
8.80 min. 

n~i 1 2 8 1 ,! 
169 

1 1 1 1 1 1 1 • •••• I"1', i'1"1! < •<<<. • 's' • r " i — T- y l | l •• 1 "'" — 1 — 1 ' \ ' 

40 60 88 108 168 188 280 

F i l e > BIGDB i-METHYL-^ < TP. I METHYLS ILYLI1ETHYL) PYRAZOLE 
Bpk"fib 9999 

Scan 41467 
0.00 min. 

19000-

0-* I ' l ' l ' l 
48 60 

153 
163 
/ 

126 
/ 

' I ' I ' I ' 
88 180 

T — i " j f j ' i i j i i • 

128 140 160 
{ ' I ' l — i ' l ' I ' l ' 

189 208 220 
1 r 

00028' 
1. Naphthalene, l - ( 2 - p r o p e n y l ) ~ 
2 . Ben zene , 11- < 2,4-c. y c l open t ad i e n - i - v 1 i d e n e ) e t h y 1J -
3 . 1~METHYL~5"-(TRIMETHYLSILYLHETHYL)PYRAZ.0LE: 

4. 7 ,8~DIHYDR0-6H-BENZ0(3,4)CYCL0BUTA(i,2)CYCLOHEPTEHE 
5. Benzene, l , 1 ' ~ e t h y 1 i d e n e b i s -

168 Ci31-112 
i 6 8 C13H12 
168 C8H16N2Si 
168 C13H12 
182 C14H14 

963 
Search speed •• i T i l t i n g opt i on: N No . of ion ranges searched 47 

~ 
Prob. CAS * CON * ROOT K DK *FLG' TILT . % CON C. _ I 

• i . 18* 2489863 41506 "BIGDB 42 79 1 0 70 59 4 21 

2. 15* 2320323 41505 "BIGDB 33 80 2 0 74 56 3 14 
3 . 15* 0 41467 "BIGDB 27 15 a 0 i 3 i 57 3 14 
4 . 11* 0 41512 ' "BIGDB 26 37 1 0 93 63 2 14 
5. i i * 6120 0 0 41406 "BIGDB 49 64 3 0 168 63 2 13 



F i l e > 17374? 5 
Bpk flb 5216 / 

•4000-

0-

J 6 - 0 1 1 6 - 0 0 8 

71 
J- 105 

N J HEP NfiNCO * 1 

1 4 3 

•SUB 

1.67 
/ 196 2 3 2 

Scar. 982 
£ 4 . 5 6 m i n . 

3 3 0 

Jil> ikili UkjlbiimLLjii ..i.r,i4dl.wi.r,..»Hkr.J«,iii..llik.i«^<i..ili«.(1i. i i "i 

1 1 1 1 1 1 1 i 1 1 1 1 i 1 1 1 1 i 1 1 i 1 ' I 1 ' ' ' 1 1 ' ' i ' 1 1 i 1 1 1 1 1 1 ' i 1 ' i 1 ' ' ' ' ' ' ' • ; 1 

0 80 120 160 280 24© 288 328 

F i l e /BIGDB 1 ,1'-Bipheny1, 2 - e t h y l - 1 6 ? 

Bpk fib 9999 
18080-

'Scan 41248 
8.88 min. 

39 OC 115 
152 185 188 

I ' l " ! ' 1-4'i-rV •T-V-I 1^ i-l 
1 ~ 
" r - i—1—1—11 I I 1 1 — r - i — r - i — 1 ( 1 r 

• - [ - , T 1 j 1 1 1 , i- i 

40 88 120 160 2.88 240 
File > E IGDB 3^en iren-2-one , 5 ,b-d i c h 1 o ro-4-me thoxy- , Kt.) 
,<,."'B?egf?'- * 

329 
Scan 44992 
8.00 min. 

4T8 7~T 

89 
/ 

"11 11 1 i — 1 I 1 

147 
/ 

167 
/ 

88 
r n — r - f - ' T i 11—p 

120 
T 
168 

186 

i i i r i i i i i i i i i i ' i i i i i 1 1 1 1 ' 1 

208 248 288 326 

F i l e >BIGDB 32^enten-2-one, 5,S-dichloro-4-methoxy-, (E) 
Bpk"fib 9999 

10000-1 

Scan 44992 
0.08 min. 

0 J 

89 147 
/ 
J, 

167 
/ 

T 
48 

i i i I i i i | i H r | i i i i i I I | t " i ' I i 
30 128 168 

186 

I i I I 1 I l I I I I l I i I I I i I i I ' ' M ' ' 
08 248 238 329 

U O" V C t J 

1. 1 ,1 '-Bipheny1, 2 - e t h y l -
2. 3~Penten-2~one, S,5~d i c h 1 or o-4-fietho x \> - f (E>~ 

182 Ci4Hi4 
182 C6H8C1202. 

Sawple File-. >B3747 SpectruM 
Search soeed 1 T i l t i n g o p t i o n : N 

932 
No. of i o n ranges searched: 48 

C I R IV Pr ob . CAS # CON * ROOT K DK #FLG TILT % CON 

15* 
i i * 

1812517 
6i203756 

41248 
44992 

"BIGDB 
"BIGDB 

72 
23 

37 
53 

1 0 
2 0 

43 
77 

66 
62 

5 71 
13 



File >B3?4? 
Bpk fib 123625 f 

108000-

J6-6116-088 NJ DEP NfiHCO »1 
SUB 

Jj 
71 

40 

39 141 183 
258 

Scan 992 
24.76 min . 

338 

88 120 168 280 248 
"i | i i r | i i I | I I I ( ' 

248 280 320 
F i l e > BIGDB Oc t ^ i e - , 3 ,6 -d ime t h y l -
Bpk fib 9999 f 

180804 

Scan 7367 
0.88 m i n . 

0-:1 

71 

48 
T*r" 

l i : 142 

•nr 
80 

120 
• i i i i i i 

168 280 240 288 320 

F i l * *> BIGDB HepjJLadecane , 2 ,6 ,18 , 1 4 - t e trame thy 1-
, p k " f l f e | j l | . ' ri 

0-

Scan 12444 
0.S0 min. 

Jl 
40 

4 
113 
/ 

141 
183 
N. 

211 231 296 
226 253 / 

j / / \. \ / / / <y 
ti.iunlji , putnifinfJiiiiiiifiis ' P f " ! •••"P I I |"H • I " I i I " i I I ' • • | • i»S | •' i i \ i I * | • i i | I 

80 128 169 280 240 280 328 
File >BIGDB Undecane, 4 ,6-dimethy1-
Bpk fib 9999 / 

10000-j ' 
71 

Scan 7433 
0.00 min. 

11: 141 v 

i i"1")-lM» I )rT i f 
40 88 

'i i ' l I t i I 
120 

i i i i j i i i i i i i i 
160 200 

i i i I i i i I i i 
248 

i > 1 1 i > 
288 

i i I i i i I i i 

328 

000286 
1. Octane, 3,6-~dinethy 1-
2. Heptadecane, 2,6,i0,14~tetrawethy1-
3. Undecane, 4,6-dimethy1-
4. PENTADECANE, 2,6,1O-TRIMETHYL™ (NOR-PRISTAN) 
5. Hexadecane 

142 Ci0H22 
296 C21H44 
184 C13H28 
254 C18H38 
226 C16H34 

Sample f i l e : >B3747 SpectruM #= 992 
Search speed: 1 T i l t i n g o p t i o n : N No of ion ranges searched 44 

Prob . CAS 4 CON * ROOT K DK t-FLG TILT % CON c _ i R_IV 

1". 69* 15869940 7367 "BIGDB 53 35 0 0 74 31 26 65 
2. 59 18344371 12444 "BIGDB 79 46 1 0 66 23 27 31 
3 . 58 17312822 7483 "BIGDB 70 23 2 0 95 20 25 25 
4 . 57* 0 12398 ' "BIGDB 69 48 1 0 65 48 14 67 
5 . 55 544763 12354 "BIGDB 71 36 1 0 84 23 22 27 

i 



F i l e >B374 7 4 3 

Bpk fib 21483_ 
28088- *" 

J6-0116-008 HJ HEP NfiNCO «1 Scan 998 
24.83 min. 

83 

99 181 197 224 
. | p rj»» .*- * g j i Jjll.4>.M*ll.,fc,,B̂ M.fc-.«l.rr»-4-lj 

40 
i i i f r i ' I i | i i ) | r i i | i i ) | i i i | i — i i | i i i | i i I ) i i i | i i I | i i I | i I I { i i < | — r — r 

80 128 168 280 248 288' 328 

F i l e >BIGDB C_wc lopropanemerhanol, 2 ,2-dimethyl • 
Bpk. fib 999? 6 9 177 

188004 

0-J 

Scan 18521 
9.88 min. 

48 

192 

f1 
-p~i—I—f-r-f-r "i—r—r—{—r "'\"T 

200 240 288 528 
F i l e >BIGDB Define 5 - c y c l o h e x y l - , 5-cyclohexy1-
Bpk "fib 999? '">" 

K 180004 / 

33 

0-1-J 

Scan 17543 
0.08 m i n . 

48 88 

111 
/ 

14© 167 
/ 

224 
/ 

120 
V-r-"iMi1 "i" ["i'i—r-i—>—i—r r T" iM"!—{ r-,r !—j—r—»—i—i—i—n—j—i—i—i—j—r— 

168 288 248 288 320 
File >BIGDB Umiecane, 4 ,8-dimethy1-
Bpk fib 9999 Z-T 

100004 ~" 

Scan 12742 
0.09 min. 

71 

| Vr.jj>,....]»rT»r 
99 141 

/ 
169 197 

40 88 
\ r I-'I } r i i f ) 'f i r V'i i v ) i " i i p i r ; i i i | i i i | 

120 160 200 240 
i i I i i i I i i i I i i i I i i i l i i ' ' I ' i ' i 

230 328 

3. 
4 

Cyc1opropaneMethanol, 2, 2 - d i M e t h y l -
Decane 5 ~ c y c l o h e x y 1 - , 5 - c y c l o h e x y l -
Undecane, 4 , 8 - d i n e t h y 1 -
Undecane, 3 ,8~diFiethyl--

5. DODECANE, S-CYCLOHEXYL-

n c\ n o c 
V XJ V w O 4 

100 C6H120 
224 C16H32 
184 C13H28 
184 C13H28 
252 C18H36 

Sample f i l e : >B3747 Spectrum # 998 
Search speed i T i l t i n g option-. N No . of ion ranges searched: 47 

-
Prob. CAS * CON A * ROOT K DK #FLG TILT % CON CJL R_IV 

i . 52* 930507 18521 "BIGDB 29 92 3 0 71 17 20 13 
2 . 3 i * 13151763 17543 "BIGDB 54 94 3 0 50 40 10 17 
3. 28* 17301336 12742 "BIGDB 54 57 2 0 67 54 8 31 
4 . 28 17301303 1.2235 4 "BIGDB 63 45 0 0 50 54 8 31 
5 . 26 13151854 17539 "BIGDB 70 8 0 3 0 51 36 10 12 



F i l e > B374 7 
Fpk fib 175£ 

0-

f4 

i I 

57 

1. J 

.16-0116-008 HJ HEP NftMC.a »1, Sc^n 1007 
S'JB 25.87 min. 

7 1 85 
( '/ 9 . 3 127 157 167 182 211 2 3 8 

1 i f • 1 i 1 1 I 1 1 ' 1 1 I 1 i ' i ' i I i i i i i ' • • 

40 60 ©0 100 , 120 14© 160 160 200 220 
F i l e >BI6DI 
Bpk fib 999f 

10080-

0-
i 

) 
' 
H^cac 

. Jl 

jecan 

7 

, . . i i 

e, 3-methyl— 1 Scan 12792 
8.88 min. 

1 
8 5 qq . 4 « , 183 011 
/ 9 9 - 1 2 7 y 169. y ^ 1 225 
1 r-^" / -r s { 

F i l e >BI6DI 
Bpk fib 999f 

10080-

0-
i 
T ' [ ' -( ••'• | 1 1 ' | ' I 1 | 1 | 1 | ' I 1 1 1 | 1 ( ' I I I I i i 
*8 60 88 100 128 149 160 180 200 220 

F i l e >BIGD1 
Bpk fib 9991: 

18808-

3 
1 

J L. ..ll 

idee a 

7 

ne , 3-methyl- Scan 12324 
0.88 min. 

1 
' f I 9 127 I? 1 . J83 2 1 £ 

„ "1 " t — j — T — f — r - j i I ' l ' l ' l ' I ' l ' I ' l " I ' l " I ' l " I ' l ' l ' l 1 

48 60 80 100 128 148 160 188 200 226 
F i l e >BIGD1 
Bpk fib 999* 

10000-

0-

B 
) 

J 

(4nde< 

. J 

: ane, 

t . . . I I 

2,9-dimethy1- Scan 12236 
8.80 min. 

1 35 
' { 126 1 5 5 169 184 

i r ^ - . t ... / / 

F i l e >BIGD1 
Bpk fib 999* 

10000-

0- 1 T — j — r - r — T — J - Tf 1 J 1 | 1 | 1 | > | 1 1 1 J > 1 ' J > 1 ' ) > 1 ' 1 ' 1 ' I ' 

48 60 80 108 128 140 160 180 208 226 

1. 
2 
3. 
4 
5 

Hexadecane, 3-Methy'l-
Tetradecane ;. 3~Methyl--
Undecane, 2,9-diMethy'i-
Undecane, 3--ttethyl~ 
Undecane, 3-«ethyl-

000288 
24 0 C17H36 
212 C15H32 
184 C13H28 
170 C121-126 
170 C12H26 

Sample f i l e 
Search speed: 

>B3747 SpectruM-*' 1007 
1 T i l t i n g option-. N No. of ion ranges searched 46 

Prob . CAS * CON 4 ROOT K DK *FLG TILT 7. CON C_I R_IV 

f 1 . 76 6418435 12792 "BIGDB 79 34 n 0 97 6 45 24 
2. 67* 18435228 12324 "BIGDB 50 63 2 0 90 i l 34 23 
3. 60 17301267 12236 "BIGDB 59 42 2 0 100 12 30 16 
4 . 60 1002433 12166 4 "BIGDB 46 42 2 0 96 15 30 15 
5 . 60 1002433 12724 "BIGDB 46 45 2 0 93 i S 30 14 



F i l e >E'3?-Jr 
Bpk flb 416* 

4300-

0-

- J6-0116-008 WJ DEP WfiWC 

' 7 l 185 £ U B 1 
/ 85 U 9 1E-3-

/ — --̂  
l l . ll . I l l l j , . , ! 1 l l l l l l l l l l i l i . Il.„,..l .l l l i . i . j . l l l l l l l . . I l . , l l l . . y . , . l l l l l l , l l l l l l . l , , l . . l l l l l 

0 n h 

69 
p,4 Scan 191 7 
< 25.2? min. 

218 218 
1 " i • i 

1 i 1 i 1 i l i I i l i 1 i 1 i l i l i I i i i l i i i i i i i i i i i i • I > 

48 60 80 180 120 149 168 188 280 228 

r i l e /BIGDI 
Bpk fib 888-: 

10880-

0-
i 

5 fizulene, 7-ethy 1-1,4-dimethyl-

44 77 92 115 128 1B*_.. 
. . i . i . . . i Hi 1 . I- . i l l . . i l l l l . .Ml 

69 1 

1 J 

i 4 Scan 45996 
/ 8.08 min. 

186 

r i l e /BIGDI 
Bpk fib 888-: 

10880-

0-
i 
1 ( 1 1 I I I I l i i ' l l i l I I I ! 
,0 60 88 100 120 148 160 188 200 228 

F i l e >BIGD1 
BDk fib 999^ 

10080-

0-

3 Benzenemethano1, .alpha.-phenyl- . 
|i 

91 / 128 / 
~ l i f ll , I ., I h !il 

54 Scan 45311 
z 8.08 min . 

F i l e >BIGD1 
BDk fib 999^ 

10080-

0-

i — i — j ' — i » i ' l ' l ' l ' l 1 i • i • i • i • i • i • i • i ' i ' i ' i ' i ' 
40 60 88 100 128 14Q 168 138 280 228 

F i l e >BIGDI 
Bpk fih 999< 

1 0000-

0-

g Benzene, 1-methy1-2-phenoxy- . 
j) 

91 
51 7 8 / I 0 6 K M 

y _ f / 128 141 169 
.III. . . i l l . 1! 1 ..il.. 1. ,11. . . l l . l l . Ill li 

94 Scan 45317 
f 0.00 min. 

136 

F i l e >BIGDI 
Bpk fih 999< 

1 0000-

0-

1 I ! I J I I i J I ! I 1 i 1 ' I ' l ' l ' l ' l ' ) ' ! ' ! ' I ' l ' l ' l ' 
40 60 80 100 120 140 160 180 200 228 

0 WQ2S9 
1. A^ulene, 7-ethy 1-1, 4-cl iwethy 1-
2. BenzeneMethanol, .alpha.-phenyl-
3. Benzene, i-Methyl~2~phenoxy~ 
4. Benzene, i-Methy1-2-phenoxy-
5. METHYL DIPHENYL ETHER 

184 
184 
184 
184 
184 

C14H16 
C13H120 
C13H120 
C13H120 
C13H120 

SaMple f i l e : >B3747 SpectruM #= 1017 
Search speed: 1 T i l t i n g o p t i o n : N No . of i o n ranges searched: 43 

Prob . CAS # CON \ r ROOT K DK #FLG TILT % CON C„.I 

» i " . 7 1 * 529055 45096 "BIGDB 93 39 2 0 76 32 32 72 
2. 35* 91010 45311 "BIGDB 54 69 2 0 96 50 i t 31 
3 . 35* 3991615 45317 "BIGDB 54 73 2 0 77 50 11 31 
4 . 35* 3991615 45084 ' "BIGDB 68 51 3 0 100 46 11 3S 
5 . 3 1 * 0 45091 "BIGDB 49 3 0 100 42 12 22 



F i l e >23747 a i 7 

Bpk flb 235962" 

200890-

0- .— r 

J6-8116-003 

71 

HJ DEP NflNCO «1 
•SUB 

Scan 1029 
25.52 min. 

85 
/ 

49 
•nil ........ ul 

113 127 141 169 184 
211 
/ 

240 

120 168 200 :48 
F i l e > BIGDB H*p tadecane 
Bpk flb 9999 

10000-j 1 7 i 

8 J J l 

85 

1 — i " I " 1 i—r-»4 i l l . , , . l l 

113 12.. 
/ / 

141 183 
169 / 

Scan 12796 
8.08 min. 

248 

40 88 
i . I " * i [ i " i i 

12.0 
•> [ — i 'i i ) ' i i — i [ i i i 

168 280 240 
F i l e >BIGDB rteptadecane 
Bpk ftb. 9999 

18800-

8-J 

71 
/ 85 

48 

113 127 141 
169 
/ 

18^ 

Scan 12793 
0.80 min. 

240 
211 ^ 

i i p i i i p i l l | » i [ i i i [ | i i i l | i i |H ln>m|< . i i i i n i , , i n i j i i i , , , in]11 ^ ,1111)1 , | i t • • | , ,11111111,, ( i i , 

20f 88 128 168 :48 

F i l e >BIGDB H*ptadecane 
Bpk flb 9999 

10000-

0 J 

Scan 12377 
0.88 min . 

t — 

/ 35 
/ 

40 
'•i-"r"' 
88 

113 12? 
/ / 

141 
s . 169 

133 
211 
/ 

240 

T 1 ^ — i - i ' 1 ' i i ••}'' i — i - I - ) — — i ' I " ' I — i — r " i i — r - i — j — r — r 
120 160 200 !40 

Heptadecane 
11 ajl&g-aTfe' 

3. Hep tadec. ane 
4. Tr i d e c a n e 
5. Tridecane 

24 0 C17H36 
240 C17H36 
240 Ci7H36 
184 C13H28 
184 C13H28 

Sawp'ie f i l e : >B3747 SpectruM ft: 10 29 
Search speed: 1 T i l t i n g option-- N No . of ion ranges searched: 43 

Pr/-Tb\ CAS ft CON ft ROOT K DK *FLG TILT % CON C....I R_IV 

* 1 . 197* 1 629787 12796 "BIGDB 95 16 0 0 95 5 72 97 
2. \96* I 629787 12793 "BIGDB 100 15 1 0 86 2 72 94 
3. 96* j 629787 12377 "BIGDB 88 34 0 0 72 2 72 96 
4 . 9N£*y 629S0S 12748 ' "BIGDB 82 24 0 0 95 8 68 94 
5. 89 629S05 12750 "BIGDB 98 9 i 0 84 5 66 71 



File > 537-47 
Bpk fib 101 if 

100000-

0-
V 

9 

!! 

7 

I1 

J 6 - 8 1 16-008 WJ DEP NflWCO * 1 Scar, 1633 
SUB 2 5 . 6 0 m i n . 

"1 
f 

85 U 3 i r .o 21? 224 268 
- J 141 155 18 J ^ 

1 . . . . . . . . , 1 1 . . . . - . . t l . l . l l . . . . ' • . • I M I - l l ' I ' l - U » • ' " ' » ' ' » ' f I ' l l l f " " - ' -1* —' 

File > 537-47 
Bpk fib 101 if 

100000-

0-
V 

-1 1 — r - i — r * T — i — i — | — " — i — i — p T — i — i — | — ' — > — < 1 ' ' ' 1 1 1 ' \ T ' ' I * ' ' 1 ' ' ' 1 ' ' ' • 

iQ 88 128 168 260 240 

F i l e >BIGDI 
Bpk fib 9 9 9 i 

18800-

} . 

J, . Jl 

adec 

i 

1 

a n e , 2 , 6 , 1 Q , 1 4 - t e t r a m e t h y l - Scan 12883 
0 . 8 8 m i n . 

' 1 
/ 

S S 1 1 ^ 155 , p o 225 
- t--~ 141 l ? * 211 / £ 5 3 

i . ,r / r' ^ i — ^ , . r , , . i . . . . . . . . . . . . 

40 80 120 160 288 240 

File >BIGDI 
Bpk Rb 999i 

. 181300-

a 

3 
> 

J, 

adei 

I 

: a n e , 2 , 6 , 1 0 , 1 4 - t e r r a m e t h y 1 - Scan 12410 
8 . 0 0 m i n . 

/ 

- — • J• 141 l c ! -" ! 211 239 253 

4C ) 
• • • • , — , • • •!—• • ! ( | . 1 , 1 1 1 1 i i i i | r - | 1 1 1 

8Q 129 168 208 248 

F i l e >BIGD1 
Bpk flb 999* 

10000-

8-

B 
) 

J * J 

•ade 

..1 

: a n e , 2 , 6 , 1 0 , 1 4 - t e t r a m e t h y 1 - Scan 12894 
0 . 0 0 m i n . 

?i 
/ 

85 n o 155 1 p o 243 263 

F i l e >BIGD1 
Bpk flb 999* 

10000-

8- T 

4€ 
n—r"v •• i

 1 1 i i — j — i — n — r — i — | — | - j " V , i j i i i ) i i i ] i i i i i i i j i • i i • • > j i 

88 129 168 208 240 

•aweth 
lJeTTTan-ecano;:—zrrs^ 1 u .>.1 x e Tr ra7 ;TeTh \> 1 -

3. Pentadecane, 2,6,10>14-tetrawethy1-
4. Dodecane, 2 , 7 , 1 0 - t r i n e t h y 1 -
5. Dodecane, 2-eiethy'i-~8-propy 1-

000291 
268 
268 
268 
212 

C19H40 
C19H40 
C19H40 
C15H32 
C16H34 

Sapiple f i l e 
Search speed 

>B3747 SpectruM #: 1033 
i T i l t i n g o p tion: N No. of ion ranaes searched: 44 

Pr otK. CAS * CON * ROOT K DK t-FLG ' riLT % CON c _ i •IJV 

t i . / 9 7 * ' 1921706 12803 "BIGDB 118 12 1 0 72 0 7 2 97 

2 . 9 3 * 1921706 12410 "BIGDB 106 26 2 0 70 0 68 8 3 

3 . 9 2 * / 1921706 12804 "BIGDB 86 44 0 0 63 2 8 57 95 

4 . \ 8 4 / 
7 4 6 4 5 9 8 0 7540 ' "BIGDB 85 24 0 0 82 9 55 6 1 

5 . \ 8 3 / 5 5 0 4 5 0 7 3 12343 "BIGDB 82 46 o 0 67 1 57 22 



F i l e >B374T 
Bpk fib 686ij 

4000-

0-

J6--81 16 -008 HJ DEP Hfii 
i SUB 1 

43 

l l . . il.i III. il.. .ikl. nll...iiilli.ililli.ll .1 ,.,ll.i.,.l ,,il (l....i.l.>.i.„.il!ll„...„.l. 

$P * 

iL...hi! 

1 Scan 184 3 
2 5 . 8 8 m i n . 

182 

294 224 

Ml., . i . . . i i . , . . . / . . . . i il .. il .. 

1 1 I 1 1 1 1 1 1 1 1 1 1 1 1 1 j < 1 ' ( ' ( ' f < 1 • 1 < 1 ' 1 ' 1 ' 1 ' 

48 60 80 190 128 140 160 180 £00 220 

F i l e >BIGDI 
Bpk fib 999": 

• 18060-

< 

3 METHYL-FLUORENE < 
1 

\ -j j / r " 

65 

i , ,i,l| 

Scan 48789 
0 . 9 8 m i n . 

180 

182 

F i l e >BIGDI 
Bpk fib 999": 

• 18060-

< •| "• r • • i • r"' i""1 i • i •' i - i • i • t • i • i 
40 68 88 188 120 . 1 4 9 160 

I 

IS 
1 1 1 1 1 1 1 1 . , . 

i0 200 228 
F i l e >BIGDI 
Bpk fib 999* 

0 -

3 9 H - F l u o r e n e , £ - m e t h y l - , 
? 

61 / 11.5 126 l J 
it >ii n i i i i «• nfl i in i i * i l l Li t imt l f l l i in tiin in i m f i f i i i mri i i i | ft i i Iii i in ffl i i 1 nit 

65 
f' 

1... .,liii 

Scan 49788 
9 . 8 0 m i n . 

188 

182 

1 i 1 i 1 i • i • i • 

F i l e >BIGDI 
Bpk fib 999* 

0 -
49 68 30 108 i 128 140 168 '•8 288 228 

F i l e >BIGDI 
Bpk fib 999 ' 

1 0880-

0-

g B e n z e n e , 1 , 1 ' - e t h e n y l . i d e n e b i s - . 
* 

78 89 i Q 2 135 1 5 2 
"—~ x I 

, . I l lM l .u . . . .J. I . . . . . . . l l . ! . . ', i . 1 . ..... . . . I . l . . i l l K , l ! 

67 Scan 4 4 3 6 1 
^ 8 . 8 8 m i n . 

179 181 
^ ^ . , . . T . r " * " 

ll. Jl,-— 

F i l e >BIGDI 
Bpk fib 999 ' 

1 0880-

0-

i i j i j i j i | i I i | i j i j i j i | i j i j i j i j i j i | i j i i i j i 

48 60 80 188 120 . 148 160 188 288 228 

000292 

1 . METHYL-FLUORENE 
2. 9H-Fluorene, 2-wethyl-
3. Benzene, 1,1'-ethenylidenebis 
4. 1,1'-Biphenvl, 2,4'~diMethyl~ 
5. TERTIO BUTYL HYDROXY ANISOLE 

Sawple f i l e : >B3747 SpectruM f : 104 3 
ea rch speed: 1 T i l t i n g o p t i o n •• N No . of i o n ranges s earched 44 

P r o b . CAS * CON t ROOT K DK #FLG TILT X CON C. J. R_IV 

i . 28* 0 40709 "BIGDB 54 60 2 0 71 54 8 31 
2 . 28* 1430973 40708 "BIGDB 59 59 o i... 0 73 54 8 36 
3 . 20* 530483 44361 "BIGDB 28 117 3 0 66 53 5 13 
4 . 18* 611610 44679 ' "BIGDB 63 68 i 0 57 65 5 60 
5. I S * 1210 06 40890 "BIGDB 36 70 3 0 80 60 •"* *.> 13 

180 C14Hi2 
180 C141-112 
180 C14H12 
182 C141-114 
180 C11H1602 



F i l e >U3?4? 
Epk flip0§#©56 

16-Q116-00S 

85 

NJ HEP NQNC.G a l 
SUB 

71 
/ 

Scar, 1958 
£ 6 . 1 1 m i n . 

4 0 

145 181 196 225 

I . . . l l l f i t i l l i . . I I . I . I t l l i i . i n . . i l l l i i . . . I I . . i l l ! . . . i . l i . i n l l I....IU . . . i i i . . i . M i . . m i l . i.i 1.1(1.1,. • . i i t i t . . i . . i . 1 . . 1 . . . . . 1 . t . i / 

T — i — i — j — i — r — i — i — , — i — i — i — i — i — i — ] — i — i — i — I — i — i — i — i — r — T — i — | — i — ( i ' [ — i — i — i — | — i — i — r 

112 126 

8 8 128 160 2Q8 
I r 

2 4 8 
F i l e > BIGDB Ifcj&decane 
Bpk Rb 9999 

18888-

Scan 12731 
0.09 min. 

8-^ 

71 
f 

40 80 

85 1 2 ? 

i — r - " ^ — i — r - " - i — [ — r " - i — i — [ * • 

113 155 178 171 

• T - T " i — i — i — i — I r 

128 168 >00 248 
F i l " 3 - > BIGDB Hap tadec ane , £ , 6 ,18 , .1.4 - te t rame.thy 1-
Bpk'fib 999? 

10080- 71 

48 

85 < ,o 141 
1 1 J X 155 

I / / 
11,11,111111 , | i l l l | l » i | l » l | l l l i | i i . l i M M i l , l t l l l i | l n , l , l l l | i . j j u ) r — j . 

86 128 168 

183 
197 211 

Scan 12444 
0.88 min. 

226 

288 248 

File >BIGDB 2---Undecene, 5-methyl-
Bpk fib 9999 "I. 

1 8800-

0-»t 

71 
/ 

Scan 7443 
8 .88 min. 

48 

83 112 126 

iiT,..j,ili|. .[Hiij ,t Hill.,
1

 t (f. ,—, j. , ,—p-j—) 'n ! ) — r — , — r - i — , — r - f — j — i — r - i — i — r 

168 JL78 

88 128 168 288 248 

1. Dodecane 
2. Heptadecane> 2 , 6 , 1 0 , 1 4 - t e t r a p i e t h y 1 -
3. 2~Undecene } 5 - n e t h y l -
4 . Dodecane 
5. Tri c o s a n e 

U O •<.;• i j 

170 C12H26 
296 C21H44 
168 C12H24 
17 0 C12H26 
324 C23H48 

Sawple f i l e >B3747 Spectrun 
Search speed •. i T i l t i n g opt i on : 

Prob . CAS * CON 4 i- ROOT 

* 1 . 81 112403 12731 "BIGDB 
2 . 81 18344371 12444 "BIGDB 
3. 8 i * 56851344 7443 "BIGDB 
4 . 79 112403 12730 * "BIGDB 
5 . 76 638675 12470 "BIGDB 

1058 
No. of i o n ranges searched: 44 

K DK tFLG TILT % CON C_I R_IV 

81 18 1 0 94 3 53 42 
86 39 1 0 97 10 53 42 
64 31 0 0 69 24 41 77 
75 26 i 0 87 8 48 37 
97 41 i 0 78 13 4 0 57 



Fi l e >23747 
Bpk fib 716< 

i ! 

57 

i thi ll 

7 

, .....Ji 

.16-81 
1 

f 

i . .n,. . ii! 

16-888 HJ DEP. NflNCO #1 Scar. 1663 
ftr, SUB 26.21 min. 

-J'"' 169 
113 IZ7 165^ ^ 1J6 2 2 9 ^ 

mil Ii i..,.....i.l i......... >.i. .,.>.. .••iil.i.,....nllili .llllL. ,i....i.ll,ll,...... ill . . . i . , iTi..., i . . 
1 1 1 1 1 1 1 1 1 1 1 | j 1 1 1 j 1 I 1 [ 1 1 l ) 1 I I J I 1 1 J I 1 1 | 1 1 1 J T T 

49 89 120 166 208 248 
F i l e >BIGDI 
Bpk fib 333\ 

18886-

8-
i 

3 
? 

1 

Hf,>;arie, 2 ,3 , 4 - t r imethy1 - Scan 11968 
_jZ-° 0.09 min. 

71 R5 

. A 1 ,1. ^ — 

F i l e >BIGDI 
Bpk fib 333\ 

18886-

8-
i 10 88 128 168 288 248 

F i l e >BIGDI 
Bpk fib ?9? ( 

18888-

0-

3 
> 

i ii_ nun iill 

sane 

7 

• ll 

' i 

•f ••••ii 

Scan 12821 
8 k88 min. 

85 

H 3 127 155 ^ 9 197 Z J i 239 

• 1 { r~** {' ^. i s / 

F i l e >BIGDI 
Bpk fib ?9? ( 

18888-

0- I i i i | i i i | 

48 88 128 168 288 248 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-

B 
i 

1 

tano 
r n 

Scan 12636 
8.08 min. 

35 

128 129 
113 y 

1. . f. 

F i l e >BIGDI 
Bpk fib 999< 

10000-

0-
I I I I I I I I I 

48 88 
i i ' j i i ' i 1 i " i i | i i r | I I I j i i i | i i i ) i i i | i • 

128 168 288 248 

1. Hexane, 2,3,4-trimethyl 
2. Docosane 
3. 4-Octanone 
4. Undecane, 2, 7 - d i n e t h y l -
5. Tridecane, 7-propyl-

128 C9H2 0 
310 C22H46 
128 C8H160 
184 C13H28 
226 C16H34 

SaMp'le f i l e : >B3747 SpectruM ft: 1063 
Search speed i T i l t i n g o p t i o n : N No . of i o n ranges searched: 43 

Prob . CAS * CON * ROOT K DK. *F *LG TILT 7. CON C_I R_I'v» 

* 1 . 4 1 * 921471 11960 "BIGDB 48 42 2 0 210 40 i 4 28 
2. 30 629970 12821 "BIGDB 73 74 2 0 86 44 8 18 
3. 30* 589639 12636 "BIGDB 53 48 o L~ 0 99 47 10 28 
4 . 27 17301245 \ , {L, l~. i3 i ' "BIGDB 52 47 n 0 155 40 10 13 
5. 26 55045095 12351 "BIGDB 64 65 2 0 96 45 8 i 4 



F i l e >U3?-4? 4-
Epk flb 173?2_--: 

J6-G1 1 6-8.03 

71 

HJ I'EP NflWCO a l Scan 1G71 
£6 .38 (Ii i n . 

33 

... lilt 

186 127 155 163 £03 211 232 

T— \—i—f—»—i—i—I—r—ir—i—j—i—i—i—|—i—r 1—i—i—i—i—i—i—i—j—i—i—i—j—i—i—i—I—i—i—»—I—i—i—' 

40 88 120 168 £00 248 

F i l e > BIGDB Tr-r-4 dec ane 
Bpk flb 8999 

10080H 

Scan 12748 
.. 8 .88 min . 

T 
48 

71 

88 

85 
--- 113 

/ 
- i — — r i 1 " 1 ! — j — r 

120 

184 
V.. 155 

r i i | t — i i | ' i 

185 

1.68 
- T — j — i — i i | — I — i — i — | — i — r -

288 248 

F i l * >BIGDB Undecane, £ , 10-dime thy 1-
Bpk flb 999? 

18888-] ^ 
' } 85 

Scan 12246 
8.88 min. 

8-1 t 
48 

I, fiiujli 
38 

113 141 169 184 

• — i " " i i I" • • 
128 

- ( " - i — i — i — ] — r J H — i — | — H — i — i — T — i — r 

28C 168 >40 

Fi1^ >BIGDB Dodecane, 2-methyl-
Bpk flb 9999 Z-

10088H 
71 

Scan 12221 
8-08 min. 

40 SB 

113 
/ 

141 155 169 186 

, v , , . r i i i . , ,...,111.! } " i i •| l hi i T i i ' ' r i i ' " r i i j i i i ; i i 

128 168 288 240 

0002 

1. T r i d e c a n e 
2. Undecane, 2 ,, i Q - d i n e t h y 1 -
3. Dodecane, 2-Methy l - - ~ 
4. Docosane, 7 - h e x y l -
5. T r i d e c a n e , 2-MethyI-

184 C13H23 
184 C13H28 
184 C13H28 
394 C28H58 
198 C14H3 0 

Sanple f i l e - . >B3747 Spectrun * = 
Search speed-, i T i l t i n g option-. N 

i 0 7 i 
No. of i o n ranges searched; 

Prob . CAS # CON # ROOT K DK #FLG TILT % CON C_I R_IV 

* i . 65* 629505 12748 "BIGDB 60 46 1 0 83 32 24 56 

2 . 64* 17301278 12246 "BIGDB 64 45 2 0 79 21 28 43 
3 . 62* 1560970 12221 "BIGDB 69 46 2 0 71 26 25 49 
4 . 51 55373869 12515 * "BIGDB 85 67 2 0 70 24 22 23 
5 . 49 1560969 12765 "BIGDB 74 37 2 0 83 21 22 21 



F i l e >S374T 

0-
•i 

> 

<8 

i 

i7^ 

ii 

7 

.16-8116-888 HJ HEP NflNCO **1 Scan 1696 
SUB 26.89 min. 

1 
8F. 

113 127 155 178 197 225 254 
1 i'' / ( / ' • 

F i l e >S374T 

0-
•i 

1 — i — i — i — | — i — i — i — i — i — i — i — | — i — i — i — | — i — i — i — I — i — i — i — | — i — • — i — i — r - " T — i — | — i — i — i 1 i i " | i i r 

IQ 88 120 168 209 249 
F i l e >BIGBI 
Bpk flb 999f 

10880-

0-

) 

... .._.!, 

deca 

. ,.n 

ne Scan 12888 
0.88 min. 

'1 
35 

, , 0 127 169 254 
" . H-"t 155 19? 225 v 

F i l e >BIGBI 
Bpk flb 999f 

10880-

0-
t 
(8 

1 'l"'T | | 1 1 | 1 1 1 | 1 1 1 j 1 1 1 J 1 1 1 | 1 1 1 [ I • r j . . . , • • i j . • • 

88 128 168 288 248 
F i l e >BIGD1 
Bpk flb 999c 

18080-

3 
> 

1 cos 

"i 

f l l l l M l l l l l l 

ane Scan 12449 
8.88 min. 

'1 
' ^35 12? 169 239 

f 113 ^ 155 . 197 225 / 
{ - * ^ ' / / 

48 38 128 168 288 248 

F i l e >BIGD1 
Bpk flb 999< 

18800-

0-

3 
) 

J .. ..H 

adec 

1 .At 

ane Scan 12796 
8.88 min. 

f J J 127 169 
f 113 s 155 s 246 

/ r- / y f 

F i l e >BIGD1 
Bpk flb 999< 

18800-

0-

y — 1 — T T — j — r - i — f y — — r — | — 1 1 1 | 1 1 1 J 1 1 1 | 1 1 1 I 1 1 i | i i i J i i i 1 • ' ' 

48 80 128 168 288 248 

1. Octadecane 
2. Heneicosane 
3. Heptadecane 
4. Heptadecane 
5. Pentadecane 

254 
296 
240 
2.40 
212 

C13H38 
C21H44 
C17H36 
C17H36 
C15H32 

S a M p 1 e f i l e : >B3747 . Spectr urn ft: 1096 
Search speed •• 1 T i l t i n g option-. N No . of ion ranges searched 43-

-
Prob . CAS * CON 4 r ROOT K DK ftFLG TILT 7. CON C _ I R_IV 

* 1 . 96* 593453 12800 "BIGDB 113 12 i 0 73 2 72 96 
2 . 89 629947 12449 "BIGDB 108 19 1 0 73 4 66 66 
3 . 89 629787 12796 "BIGDB 96 15 i 0 100 5 66 63 
4 . 89 629787 12795 • "BIGDB 101 20 1 0 74 4 66 60 
5. 89 629629 12775 "BIGDB 92 14 1 0 100 5 66 61 



F i l e >S374 7 
Bpk fib 1251 

188080-

8-
-

? 

.0 

| 1 

1 6 

, ...ll 

7 

1 ? 

. . . . i l 

J 6 - 8 1 16-083 NJ .HEP NfiNCO * 1 - £ . - a r , H 0 3 
SOB 2 7 . 0 3 m i n . 

1 

{ ^ i_13 1 4 1 I " 1 9 ? ^ 253 282 

• ill. . —.itl. - ..............ii 1 : ...i j . \ 

F i l e >S374 7 
Bpk fib 1251 

188080-

8-
-

r 
18 

1 1 . 1 1 1 1 ( 1 1 ! j 1 T-T 1 1 1 1 f i 1 I | I 1 I ( 1 1 1 J 1 1 1 | 1 ' • I I I 

80 128 168 288 240 280 

F i l e >BIGDI 
Bpk fib 999 1: 

19000-

8-

) 

1.1 II 

»^lec •< -
f ' 

il 

ane , 
*1 
f 

i u 

2 , 6 , 1 8 , 1 4 - t e t r a m e t h y l - Scan 12811. 
0 . 8 8 m i n . 

V i i 3 ' 141. 1 S ? L97 ^ ^ 267 
[ f*~ i --""̂  "*v / X /' 

F i l e >BIGDI 
Bpk fib 999 1: 

19000-

8- I 1 1 1 1 ' 1 ' 1 
10 88 

i • •" i I " " I ( r > i i f i i I 1 | i "» i | i i i ' | r i " i | i i i -| i i - i | I ' I I | 

128 168 288 248 288 

F i l e >BIGDI 
Bpk fib 999< 

10000-

J 
1 

J 

HeX|C 

!i 

idee 

7 

, ...1! 

a n e , 2 , 6 , 1 8 , 1 4 - t e t r a m e t h y 1 - Scan 7583 

8 . 0 8 m i n . 

/ 

99 U3 ^ 1 1 9 ? =11 253 ^ ? 

J t— i v-- / y \ / 

48 88 120 168 2.88 248 288 

F i l e >BIGD1 
Bpk fib 999< 

10000-

8-
i 

3 
) 

1 , .11 

a^lec 

. I I 

a n e , 2 ,6 ,18 , 1 4 - t e t r a r n e t h y 1 - Scan 12812 
, 8 . 8 0 m i n . 

' ! 

99 127 " I 3 1 9 ? 253 232 

w . i . l . . / . I i l j | . j , . , i , i ^ : 

F i l e >BIGD1 
Bpk fib 999< 

10000-

8-
i 

1 — , — , — , — j — — r _ . ^ . T j - . p ^ . , | i ] ' i j i i i | i i i j i i i j i i i j i i i | i i i | i i i j 

40 88 128 168 288 248 288 

\ J l~r \ J ( 

Hexadecane, 2 ,6,10 ,14-t etrawet h yl. 
2 . TTeTadee-a-no, 2,,,h , 1 0 > 14<^tetramrtfTyl-
3 . H e x a d e c a n e , 2 , 6 , 10 , 1 4 - ~ t e t r a M e t h y 1 -
4 . T e t r a c o s a n e , 2 , 6 , i 0 , 1 5 , 1 9 , 2 3 - - h e x a « e t h y 1-
5 . D o d e c a n e , 2 , 6 , 1 0 - t r i r n e t h y 1 -

282 
282 
282 
422 
212 

C20H42 
C20H42 
C20H42 
C30H62 
C15H32 

S a w p l e • f i l e : >B3747 S p e c t r i m t= 
S e a r c h speed = 1 T i l t i n g o p t i o n - . ^ 

P r o b . CAS * CON i 1= ROOT 

* 1 . [ 9 6 * \ 638368 1 2 3 1 1 "BIGDB 
2 . 1 93* 6 3 8 3 6 8 7583 "BIGDB 
3 . \ 8 3 / 633368 12812 "BIGDB 
4 . 111013 12853 4 "BIGDB 
5 . 8 1 3 8 9 1 9 8 3 12318 "BIGDB 

i i 0 3 
No. of ioi r ranges searched: 46 

K DK t-FLG T I L T 7. CON C _ I R _ I V 

112 2 1 i 0 68 4 7 2 96 
i O i 34 1 0 65 23 53 9 4 

9 1 47 2 0 8 i 0 5 7 27 
82 68 2 0 74 0 57 2 2 
72 34 0 0 88 8 S3 49 



F i l e >B374 7 
Bpk flb 11 Qrz 

10000^ 

8-

? 

,1. 

sr 

. ...I. 

J6-G116-88S NJ DEP NflNCO a l s c a r , 
SUB 27.36 rriin. 

j j * — - 119 131 -65 179 z Z 6 2 3 8 

1 i i i I i i — i — \ — i — i — i — | — i — i i | — i — i i | i i i i i i i i i i i [ ' • • i • • • [ • • • ( 

40 00 120 160 280 240 

F i l e >BIGDI 
Epk flb 9991: 

10006-

0-
i 

) 
l 

.1 Ii 

deca 

1 

, ...ii 

ne 

•1 

i . . . . . i i 

Scan 12783 
8.00 min. 

85 
113 141 r 183 „- 226 

, / • / / /• i-—" 

F i l e >BIGDI 
Epk flb 9991: 

10006-

0-
i *0 80 120 160 288 248 

F i l e >BIGDI 
Bpk flb 999< 

10000-

3 
> 

J ...II 

adec 

i. .....If 

ane , 

•1 
f 

. . . . . . I . 

2-methyl- Scan 12322 
8.88 min. 

— ^ 11^ < 169 214 
141 183 1 ^ 

i / 1 / *^ 

40 88 120 168 288 248 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0-

3 
i 

..II 

adec 

• . . i i 

ane 

'1 
/ 

i . . . i l 

Scan 12776 
8.00 min. 

85 
, t r . 155 212 
113 141 / x 

/ / \ 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0- i i i i j i i i i 
48 80 

1 i — i — T T — j — r - i — i — f — i — i — 1 — | — i — T — i — j — I — i — r — T — I I I — | i i i | i i i f 
128 160 208 248 

000298 

1. Hexadecane 
,2. Tetradecane, 2-Methyl 
3. Pentadecane 
4. Hexadecane 
5. Tetradecane 

226 C16H34 
212 C1SH32 
212 C15H32 
226 C16H34 
193 C14H30 

Sample f i l e : >B3747 SpectruM * i i i 9 
Search speed: 1 T i l t i n g option-. N No . of i o n ranges searched-. 

Prob. CAS * CON i i ROOT K DK #FLG TILT X CON C__I 

* - l . 85* 544763 12783 "BIGDB 87 33 0 0 76 50 40 
2 57* 1560958 12322 "BIGDB 89 35 2 0 74 48 14 
3 . 50* 629629 12776 "BIGDB 78 3 i 2 0 83 50 14 
4 . 49* 544763 12784 ' "BIGDB 62 57 0 0 73 52 16 
5 . 43* 629594 12770 "BIGDB 83 35 2 0 72 52 i i 

53 

9' 
6 
6 
7 
6 



Fi l e >J?3?4T 
Bpk flb 166. 

10000-; 

0-

t 

6 

i 1 

57 

1 

7 
j 

i ....ii.li 

J6-81 16-083 HJ DEP HfiNCCi «1 SCAM 1123 
SUB 27.44 min. 

1 
85 

113 148 169 193 285 222 239 

Fi l e >J?3?4T 
Bpk flb 166. 

10000-; 

0- T—1 1 S 1 I 1 1 1 1 1 i 1 1 1 1 1 1 1 1 1 T-I I | I I I f—T 1 I ( ' I ' I ' l 

t8 80 128 168 280 240 

F i l e >BIGDI 
Bpk flb 999* 

18800-
l 

i 
i 

i 

.1 

W 

..II 

adec 

7 

i .1 

ane Scan 12293 
8.08 min. 

'1 
' 8 5 155 198 199 

r~"" 1 1 3 i^l / / 
1 / / y ^-—^ 

Vf — «t—t—r—r—j—1 1 i — | — i — i — r — ] — i — i — i | — i > i | • • • j • • " ( > • • j ' ' • | • • • | ' • ' ( 

40 80 120 168 280 248 
F i l e >BIGD1 
Bpk flb 999< 

18888-

0-

3 
1 

! 

acos ane Scan 1Z483 
8.88 min. 

'1 
/ 85 
' —- 155 197 239 

H 3 141 y 183 } 225 > 

J. ., / / / , ./ y\ / y 

F i l e >BIGD1 
Bpk flb 999< 

18888-

0- T 
4« j" ' ' ' ' ' '88' ' ' ' 128 ' 168 ' 288 248 

F i l e >BIGDI 
Bpk flb 999* 

1 8000-

d — 

B 

•> 
i. 

. J 

idee a 

. ,.l 

Lne , 2-methyl- Scan 12427 
8.88 min. 

7 ' r ^ 113 141 155 183 "V 2l! 3 9 

.i.l. ,.r ...i. .1. ..i i. .... t. f ...... ... 
KJ 

! 

r — i — i i — r ~ i — i — i ^ — i — t | — r i i | i i i j i i i i t i i i i i i i i > i i • > ' ) • ' • i 
40 88 128 168 288 248 

1. 
2 . 
3. 
4 . 
5 . 

Tetr adec. ane 
Pentacosane 
Nonadecane, 2-wethyl-
Heptadecane, 2~Methyl-
Tricosane, 2-Methy'i-

000233 

198 
352 
282 
254 
338 

C14H30 
C2SH52 
C20H42 
C18H38 
C24H50 

Sawple f i l e : >B3747 SpectruM #: 1123 
Search speed •. i T i l t i n g o p t i o n : N No . of i o n ranges searched •• 43 • 

Prob. CAS * CON i ROOT K DK ftFLG TILT % CON C„I R_IV 

! 1 . 87* 629594 12293 "BIGDB 67 36 0 0 100 13 55 80 

2. 79 629992 12483 "BIGDB 102 42 i 0 85 13 43 61 
3 . 78 1560867 12427 "BIGDB 61 75 2 0 87 4 55 12 
4 . 78 1560890 12395 * "BIGDB 70 59 3 0 92 5 55 12 
5 . 76 1923309 12475 "BIGDB 95 46 2 0 89 6 4S 29 



F i l e >H3?4? 
Bpk ftb 1670' 

1.0000-
• 

1 1 ...) 1 

7 
i 

, ...l.ll 

J6-8116-083 HJ DEP HflNCO *1 Scan 1184 
SUB 27.66 min. 

f l J ? US l 4 l 165 " 1 J 9 6 2 2 1 2 5 8 

•- | i i i i i i i |—i i i | i i i i i i i ( ' ' ' T ' 1 ' 1 ' 1 ' 1 ' ' ' i ' 1 1 I ' ' ' I 
4Q 89 128 168 200 240 

F i l e >BIGDB 
Bpk flb 9999 

10880-

Ii. , i 

adec 

7 
J 

..li

ane, 2-methyl- Scan 12322 
8.00 min. 

1 
f 85 

113 1 4 1

 l6-t_ 183 .197 > 1 4 

1 i >' ] /' •rJ^' f ~ * ""1 1 'T 1 1 1 " T ' l [""!•" 1 1" -I 1 1 1 1 1 1 [ I r - t i f . . . ( . • . ! • • • j • • • | 

40 80 128 168 288 248 
F i l e >BIGDB 
Bpk flb 999? 

18880-

0Ji 
4 

in ...Ji 

te t r 

i ...t»l 

aeon 

'1 
/ 

i . . . i i i 

tane, 1-iodo- Scan 12559 
8.08 min. 

85 -
- " 111 155 197 _ 239 

111 141 / 183 s 225 s 
j. r / /" / / / 

F i l e >BIGDB 
Bpk flb 999? 

18880-

0Ji 
4 8 88 ' ' ' 120 ' ' ' ' ' 168' " " ' 288 ' 248 

F i l e >BIGDB 
Bpk flb 9999 

10000-

0-

4 

1. .,' 

ecan 

,1 

e, 3-ethyl- Scan 12321 

0.00 min. 

'1 

3 5 «,, 154 183 212 213 
1 1J 141 y y V 

1.1 ..1. ....1. ...1. . „L "•• 

F i l e >BIGDB 
Bpk flb 9999 

10000-

0-

4 

l l u \ r i 
8 

...... ),.,,)• | I | | | — | — I — I — I — I I I I I I I I i r i [ i i i | i i i j i i • | • • • | 

88 128 168 288 248 

000300 

1. Tetradecane, 2-Methyl-
2. Octatetracontane, i - i o d o ~ 
3. Tridecane, 3 - e t h y l -
4. Octadecane t i-ch'loro-
5. Triacontane, 11,20-didecy1-

2 i 2 
800 
212 
28B 
702 

C15H32 
C48H97I 
C15H32 
C18H37C1 
C50H102 

Sawple f i l e : >B3747 SpectruM *: 1 1134 
Search speed 1 T i l t i n g o p t ion: N No . of ion ranges searched 50 

Prob . CAS * CON \ * ROOT K . DK *FLG TILT % CON C - I R_IV 

* 1 . 32* 1560958 12322 "BIGDB 68 56 2 0 55 53 9 49 
2. 30 40710701 12559 "BIGDB 94 94 2 0 50 50 10 2T3 
3 . 28* 13286732 12321 "BIGDB 60 63 o 0 57 55 8 37 
4 . 25 3386332 12817 ' "BIGDB 63 77 2 0 53 48 7 13 
5. 25 55256092 12865 "BIGDB 70 i i 4 2 0 55 50 7 16 



F i l e >B3?4? 4 - 3 

Bpk fib S224 
J 6 - 0 1 1 6 - 0 8 S HJ DEP NflNCO #1 

0-

SUB 
S'c an 1136 

2 7 . 7 1 m i n . 

71 85 

..III, . . . „ . . i 

111 141 15? 

40 

| . , , . J . . , . . . . » - > ( M ' . . - t ^ l t * 

7 — i — i — | — i — i — i — | — n — i — ^ — i — i — i — i — t — r 
i * i i " u i " * > 

179 
y 

:15 

> •••••I-I 
225 25 

/ /• 
. , . , 1 , , l l J l ( . . . l l I .» , , l> 

88 128 
I 1 1 1 1—]—1 1 I 1 1 1—t—J I ! 1 J 1—I—I f 

168 208 248 

F i l e >BIGDB T K i d e e a n e , 2 - m e t h y l -
Bpk flb 9999 

10000-1 
71 S5 

40 r 
80 

113 1.41 155 

- 1 ^ 1 — ( ' I ' " i — i — — i — * P — ] — r 

128 160 

Scan 12292 
0.80 min. 

133 198 JJ3 

( 
I ' " i i ( — r — i — i — | — i — r — i — | — i — i — i — j 

280 248 

F i l e >BIGDB Tetradecane 
Bpk flb 999? 

10008- •' 

Scan 12768 
0.88 min. 

f 
48 

'i i'»l 

71 
/ 85 

1 13 141 lT 
.( / 

193 199 

\—ru»4*-'i—i1"1!" i — i " " l i — i — V - i — i — r S — i '1' I — i "r i i 

88 128 168 
•' • "I ' 

288 
- i — i — i — i — I — i — i — i — r 

248 

File >BIGDB bd&^atriacontane 
Bpk fib 9999 " L. 

10000-

Scan 12864 
0.00 min. 

8-

71 
/ 85 

48 38 

113 
f 

141 
155 239 

[• i "'j i -i'"1! •) -I" 11 i "•)'• i i "'i1 i i r'"i i T" i ) "f i "{' I \",!\ l Vl'\ 
120 168 80 248 

000301 

1. Tridecane, 2-wethyi- 198 C14H30 
2 . Tetradecane 198 C14H30 
3. Hexa t r iac. on t ane 506 C36H74 
4 . Tridecane, 2-methyl- 198 C14H30 
5 . Eicosane, 2-Methyl- 296 C21H44 

Safiple F i l e : 
Search speed: 

>B3747 SpectruM #: 
1 T i l t i n g o p t i o n : N 

1136 
No of i o n ranqes searched: 

Prob . CAS * CON * ROOT K DK tFLG TILT % CON c.._i 

« i . 54* 1560969 12292 "BIGDB 66 48 o 0 99 40 19 45 
2. 53* 629594 12768 "BIGDB 56 52 i 0 98 40 19 44 
3. 49 630068 12864 "BIGDB 100 62 2 0 72 35 20 33 
4 . 49* 1560969 12766 "BIGDB 62 58 2 0 74 40 19 40 
5. 46 1560845 12447 "BIGDB 96 48 2 0 74 35 20 30 



F i l e >'B3?4? 57 
Bpk ftb 16360 

10000-

.16-01 16-003 

85 

NJ HEP NflNCO *1 
SUB 

Scar. 1142 
27.83 min. 

193 

. ..)> 

185 239 

40 

71 

> ^ ^106 M 1 1 7 j ^ 

1 89 120 160 200 

.1 

Fil>= > BIGDB It*cane, 3-methyl-
Bpk flb 9999 "'L 

10808-

Scan 12891 
8.08 min. 

0- f 
40 

71 
/ 

'1 ,-4 

85 
127 128 

88 

156 

' I 
128 

• 1' 1 1 1 

168 
I 1 1 1 I 1 

288 

— 1 — 1 — 1 — j — 1 — 1 — 1 — [ 

248 

Bpk flb 999? 
18888-

F i l e >BIGDB Tt^decane, 3-methyl-

85 
71 
/ 

Scan 12291 
0.88 min. 

48 
', ."'I'', i-'l 

113 
/ 

, 1 I . I IU | I , | i l i l i — , | i ' l ' i — , M'l'i—1 •[" 1 1 't 1 1 1 ' I 1 • 

88 128 168 

169 
148 -, 

1 1 ! 1 ' I 1 • 1 1 " • 1 1 

173 198 
y 

i ' i ' i ' ' 1 — r 
248 

Fil*=> >BIGDB H*w<adecane, 3 - m e t h y I -
Bpk flb 9999 ^. 

100004 

8-J 

71 
/ 85 

1 13 
/ 

155 
141 / i s : 211 

Scan 12792 
8.00 m i n . 

^25 s 

/ • 
40 

•l i - l 1 1 ' ) i " ¥ 1 1 i1'1'! 1 I ' t" 1 ! i ' l ' 1 1 1 "?• 1 _• "•» 1 1 1' j 1 I'" 1 | M 1 1 |- 1 1 1 1 1—r 
88 128 168 >08 248 

o 

1 . Decane, 3 - f i e t h y l -
2 . T r i d e c a n e , 3-e>ethyl~ 
3 . Hexadecane, 3 - w e t h y l -
4 . Nonane, 3 - t t e t h y ' i -
5. Pentadecane, 3-Methyl-

156 C11H24 
198 C14H30 
240 C17H36 
142 C10H22 
226 C16H34 

Sample f i l e : >B3747 Spectrum *: 
Search speed-, i T i l t i n q option-. N 

114; 
No. of ion ranges searched-. 44 

* i . 
2. 
3. 
4 . 
5 . 

Prob . 

64* 
47* 
47* 
45* 
35 

CAS * CON * 

13151343 
6418413 
6418435 
59H046 
2882964 

12091 
12291 
12792 
7679 

12349 

ROOT K DK #FLG TILT % CON c__i 

"BIGDB 70 24 i 0 82 42 18 69 
"BIGDB 62 66 2 0 60 4i 16 40 
"BIGDB 68 45 2 0 100 41 16 49 
"BIGDB 63 1 0 100 52 i i 67 
"BIGDB 73 45 2 0 93 35 12 18 



F i l e >B374? 
Bpk fib 198961 --^ 

200800-

0->V 

.16-81 16-008 

'1 
/• 85 

HJ HEP NANCO »1 
JUB 

113 141 
155 

183 : l 1 

Scar, 1161 
:8 .22 min . 

268 

i ...)...littil..̂...yiti.;...y...ji...,....|...V"c"¥""f"r
,"|,'"'y • t •••)" i • ^ ' i - i i 7 "r •—i f i'" 

48 88 128 160 208 248 

F i l e > BIGDB KGHT< adec ane 
Bpk flb_9999 

Scan 12414 
8.88 min. 

18880-

1 
48 

JL 

71 
/ 

99 H 3 141 
155 

183 

88 .••I"'-I 
i '|'-r 

123 168 288 

225 
211 
/ 
' ' 1 1 1 ' 1 "1 248 

F i l e > B IGDB 4 ^ adecane 
Bpk flb. 999? '"'-̂  

Scan 12888 
8.88 min. 

18000-

0-1 

71 
/ 

99 
/ 

155 225 
113 141 ^ 183 211 254 

Ii , niiiiH|nit,im|iill|i inmnillifiiiiiiniiii, ,11111111,—, i i | " •—,I I» | I , — f » \ — , — 1 " " | 1—>• 1 1 ' I ' 1—i-*)—1 1 ' " ) ' |—r-

88 128 168 288 248 48 

F i l e >BIGDB E=w:osane 
Bpk ftb 9999 ".L 

Scan 12426 
8 . 0 0 m i n . 

10000-

e-Y 
40 

r - r 

71 

r f 

99 113 

i . ' i i l i . , . • iJili 

141 
/ 

155 
183 211 

225 
253 

i ' r " l n 1 i i i ' 1 ' ' ' ' " i " ' '•••i1 i • i ' 1 '" ' i ' r * i * ' ' 1 ' " i 1 i 1 

S8 128 168 288 248 

1. Nonadecane 
2. Octadecane 
3. Eicosane 
4. Hep tadecane 
5. Heneicosane 

17 J U o 

263 C19H40 
254 C18H38 
282 C20H42 
24 0 C17H36 
296 C21H44 

SaMple f i l e - . >B3747 SpectruM. *» 
Search speed: 1 T i l t i n g o p t i o n : N 

Prob . CAS * CON * ROOT 

«"1. 91* 62992S 12414 "BIGDB 
2 . 89 593453 1280 0 "BIGDB 
3 . 89 112958 12426 "BIGDB 
4 . 89 629787 12796 ' "BIGDB 
5. 89 629947 12449 "BIGDB 

i i 6 1 
No. of i o n ranges searched: 43 

K DK *FLG TILT 7. CON C....I F-

93 35 1 0 57 2 i S3 92 
108 17 i 0 85 1 66 66 
109 19 1 0 81 1 66 67 
96 15 i 0 100 2 66 63 

103 24 1 0 77 1 66 63 



F i l e >B3?4? 
Bpk fib 7462 57 

J6-8116-883 
SUB 

NJ HEP NONCpgjiM Scan 1169 
28.38 m i n . 

5886-: 

0 .1. ...1! 

71 
/ 

I I . . . i l 

127 

«!..ni,tliU.......Hit.................>,...j 
i1—i—r—i—f—i—i—r—|—i i 'i—|—j—r—i—j—i—i—r—\—r 
49 80 120 

218 141 .165 
* J \\\ f -

I..H......U.,.. 1lL..1.,„.,..J...,l......,.„ i i ..>.... . . . . I . . , , ills l. n.> .i l >' •' 
} ( i — i — i — i — i — i — i — I — i — r 

168 288 

222 249 

1 — i — i — | — i — i — i — j — r 

248 

F i l e > BIGDB METHYL-PHENflNTHRENE OR METHYL-flNTHRflCENE 1 9 2 

Bpk fib 9999 J 
10000-

Scan 46888 
8.88 min. 

40 82 96 115 139 165 

,| i , r . ,n j i l | . | y r . . jvlli, 

48 80 
I 1 1 '' I 

128 

I'. I I , T< I ' I "I'1'! /' I I ' l 

194 

1---̂  

168 208 248 

F i l * > B IGDB Anthracene, £-methyl-

B p k 

0-

1 92 
/ 

Scan 47137 
0.80 min. 

83 

r -' 
40 

96 

4-
115 139 

/ 
- i — r * i — i — t — [ " ' i " ' i ' i 1 — | — r -

88 128 

165 

- i — r — r — r 

168 

194 

288 
- i — i — i — | — i — i — i i 

248 

F i l * XBIGDB IH-Indene, 1-phenyl-
Bpk fib 9999 

10000-

0 

192 
f 

Scan 46884 
0.88 min. 

51 
/ 

65 96 
/ 

115 
/ 

152 165 

'-11' "i r i 1 | *i i r I 1 " i «r •)•• f • i i -l- ) r i • i ••)1 i r 1 ) n r I r ) 
48 80 128 168 

r i i " 

195 

288 
T — I — I — | — I — I I | I 

248 

000304 

1. METHYL-PHENANTHRENF. OR METHYL-ANTHRACENE 
2. Anthracene, 2-Methyl-
3. iH-Indene, i - p h e n y l -
4. Phenanthrene, 2 - n e t h y l -
5. Phenanthrene, 4~Methy'l-

i 9 2 C15H12 
192 C15H12 
192 C15H12 
192 C151-112 
192 C15H12 

Sample f i l e : >B3747 SpectruM *= 1169 
Search speed: 1 T i l t i n g o p t i o n : N No. of i o n ranges searched: 

Prob . CAS * CON * ROOT K DK #FLG TILT % CON C...I R. 

1. 57* 0 46888 "BIGDB 89 28 2 0 iOO 46 14 67 

2. 40* 613127 47137 "BIGDB 62 54 2 0 91 50 . 12 40 
3. 38* i96i962 46884 "BIGDB 62 45 i 0 100 53 i i 60 
4 . 35* 2531842 46880 ' "BIGDB 56 59 2 0 100 50 11 33 
5. 32* 832644 46878 "BIGDB 83 33 3 0 86 51 9 49 



F i l e >B374? cr,7 

Bpk flb 1 5 1 1 2 " 

1 0090-

J6-G11 16.-GBS NJ HEP NflNCO #1 
SUB 

71 
I 

Scar. 1195 
2 8 . 7 1 m i n . 

85 
126 140 168 

/ 

192 

fl_3' (• " ' v'1' "U.,, ,..U...,., i , 
*- - \ — i — i — i — j — i — i — i — | — r — i — i — | — i — i — i — \ — i — i — i — | — r - i — r 

210 236 241 

40 88 128 

.li.U..,..,.„,..It.I. Jin „l. . i i ., i ..,1*7 .. • . t 
T — i — i — i — j — i — r - H — ( i i — i — I — i — i — i — I — r — T - T — f 

160 288 240 

File >BIGDB lgUndecene, 4-me thy1-
Bpk flb 9999 Jl? 

Scan 12143 
8.08 min. 

18080-

0_I1|I 

71 
/ 85 

126 140 
168 178 

48 
I ' 1 

88 128 168 
i i i ( i ' 

288 
- i — ] — r — i — r — j — i — i — i — j 

248 

F i l e > BIGDB T i r a d e cane 
Bpk flb 999? 

K 19000-f ^ 7 1 

Scan 12772 
0.88 min. 

0-J 
48 

/ 85 

I I . ( i i l | l t t | i . i i l l i i i , ,iul|i , ,mi, • 

88 1 J 128 

141 / 
/ / 
I' ' • I ' 1 

168 

193 199 

i v ~ i ' ' 

288 248 •
 1 1 i 

File >BIGDB Tetradecane 
Bpk flb 9999 Z-

10000-) 
71 

Scan 12768 
8.80 min. 

0 J 

/ 85 

48 
'I • i' 'M'" | i' 

193 199 14! T 
) I " ' 1 ! ' 1 I l " | 1 I 1 " ' ! I I " 1 I I }" I I T I I " I I ) I I I " I t I I ) I I I 1 I I I I 

88 128 168 !00 248 

000305 

1. 1-Undecene, 4-wethyl-
2. Tetradecane 
3. Tetradecane 
4. Heneicosane 
5. Hexadecane 

168 C12H24 
198 C14H30 
198 C14H30 
296 C21H44 
226 C16H34 

Sariple f i l e : >B3747 SpectruM *: 
Search speed: 1 T i l t i n g option-. N No. of i o n ranges searched-. 43 

Prob. CAS * CON * ROOT l< DK *FLG TILT % CON C._I R. 

* 1 . 87* 74630390 12143 "BIGDB 73 26 . 0 0 82 37 47 92 

2. 83* 629594 12772 "BIGDB 73 35 1 0 iOO 14 Si 72 
3. 83* 629594 i2768 "BIGDB 72 36 1 0 130 14 Si 71 
4 . 79 629947 12449 * "BIGDB 113 14 1 0 92 5.4 43 69 
S . 76 544763 12781 "BIGDB 97 22 1 0 92 13 4 0 57 

r 



F i l e >H3?4? *.? 
Bpk flb. 7192 "--v 

J6-8116-003 
SUB 

NJ BEP NflNCO *1_ Scan 1284 
29.10 min. 

0-

83 
186 119 145 169 197 212 243 2 6 3 

I III 
. . f g M i f , i . i . I l i l i . r i . . . t i t ^ . t f i i c i . t o i i i l t . . -

- I — I — 1 — | 1 I I — | 1 — I — I 1 I I I 

40 80 120 

, l L l t . . . . t . l . t . . . l l . . . . " . t l . i l . I . . . ) < " , > • . . • . » . f . . , | , . . l l l l . - . | t » l l • ' \ ! « • • ! 

T — r — i — | — r - i — i — | — i — i — i — | — i — i i 1 i i i 1 r 

• I i . . i 

160 200 
- T — i — J — i — I — i — | — i — r 

248 

File >BIGDB Heptadecane, 2-methyl -
Bpk flb 9999 ^ 

188004 

Scan 12395 
0.88 m i n . 

8 
48 

71 
/ 

4 
88 

113 141 169 
/ 

•+—T TH 1~ 

183 211 
y 

239 

128 168 
i i " | — r -

200 240 

CO** 

i " ' r i i i " 

File >BIGDB H«ane, 1-iodo-
Bok flb 999? J ¥ 

188084 o c r 85 

Scan 12314 
0.08 m i n . 

t| ipujili^ IIHIM|II ,—yw 

40 

99 
/ 

155 
127 \ 169 

183 212 
/ 

213 

» ii i 'I I i ' i 't i " i V '|' i i ' " f j i i | "• i — i | '• | 

128 168 208 
i i I I i ' | — r i 

248 
F i l e > BIGDB T i r a d e cane , 2 - m e t h y l -
Bpk flb 9999 ^ 

18800H 7 1 

/ 
99 U 3 

Scan 12322 
8.88 m i n . 

0-J T 
48 

. i i j i H l j l i i | i m f 11 

88 

141 
/ 

169 
/ 

197 212 214 

filly ) .(lit)., ^..[.t., .y. , ,,y, , , , fhiT") 

128 : 168 208 
" i i }" i — i i | — i — r 
248 

00306 

i . 
2 . 
3. 
4 . 
5. 

Heptadecane, 2-Methyl-
Hexane, 1-iodo-
Tetradecane, 2~«ethyl-
Pentadecane 
Octadecane, 2-«ethyl-

254 
212 
212 
212 
268 

C18H38 
C6H13I 
C15H32 
C15H32 
C19H4 0 

Sample f i l e : >B3747 Spectrum %: 12 04 
Search speed •• i T i l t i n g op t i on: N No . of ion ranges searched 

Prob . CAS * CON i 1= ROOT K DK t-FLG TILT % CON C. „.I 

: 1. 13* 1560890 12395 "BIGDB 60 69 2 0 67 63 3 
2. 13* 638459 12314 "BIGDB 35 46 0 0 47 63 3 
3. 13* 1560958 12322 "BIGDB 54 70 2 0 53 63 3 
4. 12* 629629 12778 * "BIGDB 50 63 2 0 67 63 2 
5. I i 1560889 1241.2 "BIGDB 60 76 2 0 50 63 2 

53 

i R_r 

3 
3 
3 
2 
1 



F i l e >B3?4\ 
Bpk fib 169, 

188886-; 

0 

.16-0116-608 HJ DEP NfiNCO * i 
69 SUB 

t — r 

71 

48 
r t 4 

80 

99 1 13 169 191 
212 141 

s ... 
\ y / / y y 

r„<.lll|>..,,.,,..l,.,n[„.1ll.,|.n.|.,.|l.,|.„|..l|...|..r»r . f . T . l y , r,. |.i. [...,...|.>.| n ( ,.. f ^ p 

Scan 1222 
29 .46" min . 

232 

120 160 200 240 
"f '' ' " i ' l 

289 

F i l e > BIGDB Eic,o*ane 
Bpk flb 9999 "[< 

10806-1 

Scan 12426 
0.80 min. 

8-1 f 
48 

* i — r 

99 113 
141 

169 

T 
88 

128 168 

197 
211 239 282 

288 248 
-r-p 
28( 

F i l e >BIGDB Pentadecane 
_ _ _ _ _ — > j ( Bpk flb 999? 

18888-

Scan 12776 
0.88 min. 

46 

71 
/ 

T-r i4 

99 
/ 

113 155 169 199 
/ 

:12 

i — i — r \ — I — r 1 - ! — i I ' i i I I i 1 — r — i — i i i ' I i ' i ' i | — i i i | i — i i | — i i • I 

128 ' 168 288 248 28 88 

F i l e >BIGDB Pen^decane 
Bpk flb 9999 

100084. ' ? 1 

Scan 12775 
8.88 m i n . 

113 . . - 141 

7 y > s69 

t • f ' t 1 \ \ M \ i r " i | i " i i i 1 i i •! i i " i i i i i i i i r i ) i i i i i ' ' i ' ' 1 

212 

48 88 128 168 288 246 286 

1 . E icosane 
2 . P e n t a d e c a n e 
3 . P e n t a d e c a n e 
4 . Pen t a d e c a n e 
5 . E i c o s a n e 

0 
V 

A C\ A <Li f \ ty 
\J 'U v.,' t^l ( 

282 C20H42 
212 C15H32 
2 i 2 C15H32 
212 Ci5H32 
282 C20H42 

Sample f i l e : >B3747 Spectrum *= 
Search speed: 1 T i l t i n g o p t i o n : N 

Prob . CAS * CON * ROOT 

» i . 99* 112958 12426 "BIGDB 
2 . 96* 629629 12776 "BIGDB 
3 . 96* 629629 12775 "BIGDB 
4 . 9S* 629629 12778 "BIGDB 
S . 90* 112958 12815 "BIGDB 

1222 
No. of i o n ranges searched: 43 

K • DK *FLG TILT "/. CON CJL R. _IV 

120 8 0 0 91 3 72 99 
103 6 i 0 90 3 72 96 
82 24 0 0 100 5 72 94 
90 23 0 0 74 19 60 96 
98 41 i 0 53 34 50 93 



F i l e >B3?4? ^7 
Bpk flb 15264 

.16-81 16-008 NJ HEP NflNCO «1 
SUB 29.93 min 

1 00001 

8- . ...Ji 

•J9 113 134 168 
,,,Ifl -«•*• - r'»'•«••»••—••— -

19? 212 235 274 

- r J T — i i i — I I i i—( i i i — i i i i — i i i — i i i i i ( ' i — i i i i i i i — i ' i 1 • ' i • • • i • • 
-'- 1 - - -~ . . - ^ o.r.n 2 4 8 

40 120 168 200 

F i l e > BIGDB H*p tadec ane 
Bpk flb 9999 

18060-1 

J T 
48 

V-f-4 

71 
/ 

80 

Scan 12793 
8.88 min. 

I 8 3 r,AC, 2 4 2 

169 / 211 . 240 ^ 
y / — 

,t (.ill,, , , n l , , . . . | . — | ji. , , ..'f j ,...v i—pV—,—!•••[•• •>—r I | 1—I I "|" I — I ' I ' ' 

128 168 208 240 

99 U 3 141 

F i l e >BIGDB Isfcradecane 
Bpk flb 999? 

10000-

Scan 12779 
8.88 min. 

71 
/ 

48 
i " ' l ->—r 

88 

99 us 
j , ,nil) , .ui,—,—ji-

168 
198 

"T 1 1" 

128 

141 
/ / ^ 

i 1 i i M — i — r ^ i — i — i — i — i — i i' i — i — i — ( — ' — i — > — r 
O f k i l O^i !88 48 • I ' 

F i l e > BIGDB F^"'tadec ane 
Bpk fib 9999 w' 

Scan 12776 
0.88 min. 

10000-

8-1 f 

71 
/ 

40 
T-r 88 

99 113 

i' i I " " I i r " i i i " 

155 t r n 199 
•v. 169 v 2 1 2 

i i r i i i i i i I i 1 i \ i i i •) i ' r i | i i i | i ' ' l i ' 
168 206 248 

1. Heptadecane 
2. Tetradecane 
3. Pentadecane 
4. Pentadecane 
5. Pentadecane 

000308 
24 0 C17H36 
198 C14H30 
212 C15H32 
212 CiSI-132 
212 C15I-I32 

Sample f i l e : >E3747 Spectrum *: 1245 
Search speed: i T i l t i n g o p t i o n : N No. of i o n ranges searched-. 

Prob. CAS * CON f ROOT K DK *FLG TILT % CON c_i R_IV 

* i . 94* 629787 12793 "BIGDB 86 29 0 0 78 i i 64 95 

2 . 87* 629594 12770 "BIGDB 39 29 1 0 79 12 55 89 
3. 86* 629629 12776 "BIGDB 78 3 i 1 0 96 10 59 76 
4 . 86* 629629 12778 ' "BIGDB 71 42 1 0 100 10 59 71. 
5. 83* 629629 12323 "BIGDB 80 32 i 0 91 12 Si 77 



Fi2e >£'374 7 
Bpk Rb 116C 

10000^ 

8-

? 

:4 

,1, 

J6-0116-088 NJ DEP HflNCO * 
SUB 

Jt 2 1.91 
^ 7 1 / 

' y* 113 152 165 

.. . . I !i i . i . jili<i.....j.lni ...^iJiii i.c.i,......!.., -7i. (j. . . . . . . . Ii!^.,.ut.!ii 

1 Scan 1259 
J^--~ 38.22 min. 

248 253 
!(».!,. 1 t ( I f t t j , , . , * / I l l 1 M l 

j T 1—I—1 T -!—1—1 i 1—1—1 j — 1 — 1 — I — | — 1 — I 1 1 I—» ' | ' i i 1 ' [ ' ' • 1 • « ' 1 

| 49 80 120 160 208 240 
j F i l e >BIGDI 
j Bpk flb 999< 
j 18800-

I : 
i 

0-
i 

) Phenanthrene, 2,3-dimethy1-
• 

191 
->c 89 US 152 .p 51 7b ^ y ^ lfe5 . 

' . .;. A. JJ.. ..if. ..iii.. ...iJ 

Scan 49878. 
J^-- J 8.88 min. 

2J 1 

j F i l e >BIGDI 
j Bpk flb 999< 
j 18800-

I : 
i 

0-
i 

Y" 1 l " ' l [ 1 1 1 1 1 1 1 J 1 1 1 1 1 1 1 | • 1 • ( • • • | • • 1 | T I > ( > . ' ( ...j.. 

HQ 88 128 168 288 248 
File > BI GDI 
Bpk flb 339' 

18080-

0-

3 Phenanthrene, 3 , 6 - d i m e t h y l -
» 

182 115 152 191 
51 76 ™ * l J J

 s 165 / 
j .... _».. — ..J.. -L .-Ji. .. - ...... l.ttf.. ....... ...lilt.. IMtllJ 

? 0 6 Scan 49379 
JL^- 0.88 min. 

209 

File > BI GDI 
Bpk flb 339' 

18080-

0-

48 88 128 168 288 248 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0-

B Phenanthrene, 2 ,7-dime thy 1-
) 

39 ? 6 182 US 152 178 191 

^ / . . : i / N . X. i J 

o0fi Scan 49838 
ZT. 0.88 min. 

289 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0-

1 — i — i — i — | — i — i — < — i — i — i — i — i — i — i — i i — i i i i i i i i i i i j i i i r i i . i | ' i i i | i . 
48 88 128 168 288 248 

GQOoUi) 

i . 
2 
3 , 
4 
5 

P h e n a n t h r e n e , 2 ,3~d i Me t h y 1 -
P hen an t hr en e , 3 , 6 - d ine t h y 1 -
P h e n a n t h r e n e , 2 , 7 ~ d i f i e t h y l ~ 
INDENE, 2-METHYL-3-PHENYL-
Phenan th rene , 2 , 7 ~ d i M e t h y l -

20 6 
2 06 
206 
20 6 
206 

C16H14 
CI6H14 
C16H14 
C16H14 
C16H14 

Sanple f i l e : 
Search speed-. 

>B3747 SpectruM *: 
i T i l t i n g option 

1259 
No. of ion ranges searched 43 

Prob . CAS * CON * ROOT K DK *FLG TILT % CON C_I R. 

i . 52* 3674655 49878 "BIGDB 73 57 o 0 87 45 17 55 

2. 52* 1576676 49879 "BIGDB 73 58 2 0 93 45 17 55 
3 . 47* 1576698 49880 "BIGDB 66 6 i 2 0 88 45 16 45 
4. 36* 0 49897 "BIGDB 52 85 2 0 72 41 12 27 
5 . 35* 1576698 50 052 "BIGDB 57 65 2 0 87 50 11 34 



V i l e >B3?4? 
Bpk fib 13312 

1 8000-5 

0-

5? 
/ 

J6-8116-008 NJ HEP NflNCO *1 

71 
/ 97 

SUB 

113 141 169 199 219 

Scan 1265 
38.34 min. 

238 
i .. I l l i l.,.i.lll!sM*->l'^^p*>>>^>.^*".i'

,'.(l|.l>t.,'ld,t"**<*^"-'>,k,1>,''*''.'>'^ *!-'••>.•<• • • • * ' ! . i i f i r i ' i . I l>-'-%'l 

1 — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — i — I — f — l — i — i — i — r 

48 88 128 168 208 
T — J — I — I — I — | 1 — I — I f 

248 £80 

F i l e >BIGDB Tri£*cane 
Bpk flb 9999 "/ 

leeec+i 71 
/ 

Scan 12758 
8.88 min. 

JJl r-r4 

99 113 141 184 

48 

,1 / — 
i j — 1 ""' 1—['"T i 1 1 — 1 — i * 1 ! — 1 — r " - i — 1 [' 1—1—r 

88 128 1 
168 

'1 1 1—| i 1 > |—1—r-

288 248 
_ r-~ T1 

280 
F i l e > BIGDB Tridecane 

0-J 

Scan 12748 
8.88 min. 

71 
/ 

/ / 

134 185 

II ,1 / / 
'."'1 ll , ,.111 ,• ,111, , , » , , ! • , , • • 1 1—1—1 '1 1 — 1 — 1 — 1 — 1 — 1 — 1 — 1 — 1 — 1 — 1 — r — 1 — 1 — 1 — 1 — ! — 1 — r 

48 88 126 168 288 248 288 

F i l e >BIGDB HexaJjriacontane 
Bpk flb 9999 / 

100004 

g-J.lii) t-jlL v,\ 

71 
/ 

99 

•. ,...r.lt|...rf...|Jtf>...|-..tM.| - t — - f - l 1 -

113 

48 

141 

/ 
169 
/ 

197 
211 

88 128 168 288 

Scan 12861 
8.00 min. 

239 267 
/ / 
"I' i i"-t 1 'i'"» * '\ 
248 236 

00Q31 )310 

1. Tridecane 184 C13H23 
2 . Tridecane 184 C13H28 
3 . Hexatriacontane 506 C36H74 
4. Hexa t r iacon tane 506 C36H74 
5. Pentatriacontane 492 C3SH72 

Sample f i l e : >B3747 Spectrun *: 
Search speed-. 1 T i l t i n g option: N 

1265 
No. of ion ranges searched: 48 

Prob . CAS # CON 4 ROOT K DK #FLG TILT 7. CON C_I RJ'-V 

* i . 7S* 629505 12750 "BIGDB 60 47 0 0 76 27 37 73 
2. 71* 629505 12748 "BIGDB 53 53 0 0 88 27 29 65 
3 . 70 630 068 i 2 8 6 i "BIGDB 92 69 1 0 75 18 32 50 
4 . 66 630 0 68 12862 * "BIGDB 105 48 2 0 68 18 3i 40 
5 . 63 630079 12543 "BIGDB 97 54 2 0 67 18 30 31 



F i l e >B3?4r 
Bpk fit. 12?:; 

188886-

0-
i 

r 

(4 • L, 

, Ji 

'? 
i 

, ...I 

J6-8J 16-008 WJ HEP WflWC.O ttl Scan 1291 
SUB 38.6? min. 

71 
*9 . 1^9 197 267 296 

I y 12? 155 / 239 

F i l e >B3?4r 
Bpk fit. 12?:; 

188886-

0-
i 

1—1 1 I — | 1 1 — I — 1 — 1 — I — I | — I — 1 — T — f — 1 — 1 — 1 — | — 1 — I — 1 — f ' ( I I l J I I I ( i I — I p r i ( i i i | i r T 

10 88 120 160 288 248 288 
F i l e >BIGDI 
Bpk flb 999'= 

18806-

J 
l 

J , Ji 

?icosan 

71 

t .18. .1 

e Scan 12449 
8.08 min. 

oo 169 197 225 296 
99 127 155 ? J y 253 ^ 

./ ... / .. / / . X . / 
48 88 128 168 288 248 238 

F i l e >BIGD1 
Bpk ftb 999< 

0-
i 

3 
) 

.1 

HeR. 

. J 

f f d ( 

f 

, ...1 

?can 

71 

1 U n t i l 

e, 2,6,18,15-tetramethy 1- Scan 12443 
8.88 min. 

9 9 127 155 133 211 239 Z ^ 

{ / / / / / V \ 

F i l e >BIGD1 
Bpk ftb 999< 

0-
i 

r " i ' " | — i i i |— 

*8 88 128 168 208 248 288 

F i l e >BIGD] 
Bpk flb 999< 

10000-

8-

B 
=> 

\ 

Hep, 

Ji 

/ 

.. ... nf 

Dsane Scan 12845 
- 8.08 min. 

71 

oo 169 197 225 
, 9 9 127 155 , ~s x £53 281 

1 J , ( . ./ ^ / ./ . / 

F i l e >BIGD] 
Bpk flb 999< 

10000-

8- j — 1 — | — | — | — 1 — n — | — I — I I ) — n — r - j n — I j i n p i i i j i i n i n p T r T J J T I | T i i 

48 S8 120 160 200 248 288 

000311 

296 C21H44 
296 C21H44 
380 C27H56 
352 C25HS2 
254 C18H38 

2 
3 
4 
5 

Heneicosane 
Heptadecane, 
Heptacosane 
Pen tac osane 
Octadecane 

2 f6,10 1 1 5 - t e t r a f i e t h y1-

Sanple f i l e : >B3747 SpectruM *: 1281 
Search speed: 1 T i l t i n g option: N No of ion ranges searched: 43 

Prob CAS * CON # ROOT K DK *FLG TILT % CON C_I R. 

-• i . 96* 629947 12449 "BIGDB 108 19 1 0 85 0 72 96 

2. 92* 54833486 12443 "BIGDB 98 35 i 0 65 23 53 93 
3 . 89 593497 12845 "BIGDB i i S 9 1 0 90 1 66 76 
4 . 89 629992 12433 4 "BIGDB 125 19 1 0 72 1 66 77 
5. 89 593453 12800 "BIGDB i i 3 12 1 0 86 1 66 71 



F i l e >B3?4 : 
Bpk fib 129? 

18000^ 

0-

'2 

i l 

43 

.. ..ill 

J6-81 16-883 HJ HEP NflNCO #1 Scar. 1383 
SUB 31.12 min . 

1 
' 9? 

, / 126 140 178 £ 0 5 228 250 264 

F i l e >B3?4 : 
Bpk fib 129? 

18000^ 

0-
• \ — I — i — r ~ ] — i — i — r — j — i — i — r — | — i — i i j — i — i — r - i i r r ( I I i | I i i | i i i | i i r - j i i i ( i i r - j i 
\Q 68 128 160 280 240 28© 

F i l e >BIGDI 
Bpk fib 333*. 

18800-

0-

} Oct p 

i J 

-ffec 
f 

1 .11 

ane Scan 12888 
8.88 min. 

1 

' , 99 127 J*1 \ 9 7 225 254 J ? 6 

F i l e >BIGDI 
Bpk fib 333*. 

18800-

0-
f8 88 128 168 288 248 288 

F i l e >BIGDI 
Bok fib 999 c 

18008-

3 
1 

J 

sc an 

i , . I I 

e, 2-me t h y l - Scan 1Z7Z5 

8.88 min. 

'1 

99 12? 155 170 
!. ../ / / / 

48 88 128 168 288 248 288 

F i l e >BIGD] 
Bpk fib 999< 

10800-

8-

1 

B 
) 

J 

Oct, 

. . .,,! 

adec 

/ . 

, Jl 

ane 

'1 
/' 

, 1-chloro- Scan 12817 
8.88 min. 

9 } 189 217 283 
r— 119 14? 175 \? } 245 Z 
ll 1, 1 ^ f f / / 

F i l e >BIGD] 
Bpk fib 999< 

10800-

8-

1 

1 — i — r i ; " i i i T 1 

40 88 
• •i^riMfii^ l i | i n . | * i i f . . y i i a i | . i . f i . i | M "|""'|-

a^ iy» |«-| ' f | " | 1 f \ \ 1 f 1 » \ 1 \ \ 1 t | 1 1 1 | 1, 

128 168 288 248 288 

1 . O c t a d e c a n e 
2 . U n d e c a n e , 2 - n e t h y l -
3 . O c t a d e c a n e , 1 - c h l o r o -
4 . Dodecane 
5 . N o n a n e , 3 , 7 - d i M e t h y 1-

0 )003I 2 
254 C18H38 
170 C12H26 
288 C18H37C1 
170 C12H26 
156 C11H24 

Sample f i l e • >B3747 Spectrum %: 1303 
Search speed 1 T i l t i n g o p t i o n ; N No . of i o n ranges searched: 57 

Prob . CAS * CON =1 1= ROOT l< DK #FLG TILT 7„ CON C__I 

« 1 . 67* 593453 12800 "BIGDB 77 48 1 0 72 43 24 74 
2. 6 i * 7 045718 12725 "BIGDB 54 40 0 0 100 45 18 66 
3. 59* 3386332 12817 "BIGDB 70 70 2 0 85 36 21 50 
4 . 56* 112403 12727 ' "BIGDB 54 43 0 0 99 47 14 66 
5. 47* 17302328 12095 "BIGDB 38 48 0 0 62 45 16 44 



F i l e >B3?4~, 
Bpk flb 314: 

2G80-

• 

i 

43 
,-,.J6 -8116-808 NJ HEP WOWCO #1 Scan 132? 

SUB 220 31.61 min. 
£.05-

106 n e i 5 S 1 8 8 /" 250 281 

il>i>i..ii,ji..iL,.»,Ji,»..,̂  , , .i . .j. r I....JI.,.,, .ii,..̂,]!ii..„ j.iiiii.ni i Ii., . i i 
1 i i i | i i i | i i i | i i • i | i i i | i i i | i i i ( i i i i i i i i i i i ( i i i i i i i i i 

49 80 120 160 £08 £40 289 

F i l e >BIGDI 
Bpk flb 333-

16006-
> 
Hex 

c 

4. i 

ane , ^ , 

>5 
f 

1.1. - i 

6 - d i c y c l o h e x y 1 - Scan 18998 
8.80 min. 

96 1 3 9 1 6 6 ' 191 253 

v I . . 
40 

88 128 168 288 248 288 

F i l e >BIGD1 
Bpk flb 999^ 

10000-

n_ 

J 
> 
Cyc. 

I hLMuii liUULul 

e, ( 1 - p r o p y l h e p t a d e c y l ) - Scan 11827 
0.88 min. 

i -5Q 1^9 167 ?88 
J — y 1^7 225 252 "J-

40 88 126 168 288 248 288 

F i l e >BIGDI 
Bpk flb 999< 

10000-

0-
i 

B 
) 
Cyc 

c 

lohe^ar »e, 1,1'-C1,4-butanediy1)bis- Scan 18968 
8.88 min. 

9 6 133 139 164 192 225 

. r \ r ' " / 

F i l e >BIGDI 
Bpk flb 999< 

10000-

0-
i 
l ' » 
40 

' ] 1 1 1 | 1 1 1 J 1 1 1 | 1 1 1 ! 1 1 1 | 1 1 1 ) 1 1 1 | 1 1 1 ] 1 1 1 | 1 1 1 ] 1 > 1 | • 

• 88 120 160 208 248 286 

ft f \ n q •*• JL-3 

1. Hexane, 1,6-dicyclohexyl-
2. Cyclohexane, <1-propyIheptadecy1)-
3. Cyclohexane, 1,1'-(1,4-butanediy1)bis-
4. H e p t a n e n i t r i l e 
5. i-Azabic y c l 0 [3 . i . 0'.Ihexane 

25 0 C18H34 
364 C26H52 
222 C16H30 
i l l C7H13N 
83 C5H9N 

Sawple F i l e : >B3747 Spectrum *: 1327 
Search speed : i T i l t i n g o p t i o n : N No . of i o n ranges searched 43 

Prob . CAS * CON i r ROOT K DK tFLG TILT % CON C. _ I 

> i . 25* 1610237 10990 "BIGDB 42 77 2 0 81 50 7 14 
2 . 25 4443587 i i 0 2 7 "BIGDB 88 83 3 0 76 50 7 17 
3 . 20* 6165442 10960 "BIGDB 54 68 3 0 100 52 5 17 
4 . 20* 629083 10774 * "BIGDB 40 62 3 0 88 52 5 13 
5 . 20* 285767 10749 "BIGDB 27 52 3 (} 174 52 5 13 



Fi2e >B3?4; 
Bpk fib S3lc 

58080-

f 

.1 . :i 

-,7 
t 

, ..JI 

J6-0116-008 NJ HEP NflNCO «1 Scan 133? 
SUB 31.81 min. 

71 

o o -i A A 310 
1 t y 127 155 183 220 - 4 4 267 \ 
j f" t / / / 

t i — f ' f [ 't"*r 1 | 1 I 1 | 1 1 1 | I i — ~ — I — ' — < — I — ' 1 • | < • ' f • < r - [ . r i f | i ' i i " ' ' i ' > " | " " 

40 80 120 160 20O 240 £80 
F i l e >BIGD1 
Bpk flb 933\ 

10800-

8-

5 
l 

.1 

osa 

. Ji 

ne Scan 12457 
0.08 min. 

71 

"~" Q Q 12? 318 
| 99 y 183 2.11 239 267 
J ..r""' . ? ? :'" f 

F i l e >BIGD1 
Bpk flb 933\ 

10800-

8-
r8 88 120 168 288 248 288 

F i l e >BIGDI 
Bpk flb 99? < 

10080-

8-
i 

3 
> 

1 

Her^ 

.....J 

.tad 
/ 

ecane Scan 12793 
8.88 min. 

71 
'""̂  12? 242 

9 9 / 155 183 211 248 

F i l e >BIGDI 
Bpk flb 99? < 

10080-

8-
i 18 88 128 168 288 248 288 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0-

B 

1 

Per 

1 

i-tadecane Scan 12775 
s ' 0.00 min. 

71 

P| J? ^ ^ 212 

F i l e >BIGD1 
Bpk flb 999< 

10000-

0- r 1 ) 1 | 1 I 1 | T T T y T T ' T 1 1 1 1 | 1 1 1 | 1 1 1 | 1 1 1 I 1 I 1 I 1 1 1 I • " • I ' • ' 1 ' ' ' I ' > 

*8 80 120 160 200 240 280 

000314 

310 C22H46 
240 C17H36 
212 C15H32 
352 C25H52 
240 C17H36 

1 . Docosane? 
2. Heptadecane 
3. Pentadecane 
4. Pentacosane 
5. Heptadecane 

Sawp'le f i l e ; 
Search speed: 

>B3747 SpectruM *: 1337 
1 T i l t i n g option-. N No. of ion ranqes searched: 43 

Prob . CAS * CON * ROOT K DK #FLG TILT % CON C_I R. _IV 

« 1. 99* 629970 12457 "BIGDB 123 9 1 0 87 10 68 99 

2. 99* 629787 12793 "BIGDB i i i 4 0 0 83 9 68 99 
3 . 95* 629629 12775 "BIGDB 81 25 0 0 100 10 68 94 
4 . 94 629992 12483 * "BIGDB 141 3 0 0 83 11 64 94 
5 . 94* 629787 12796 "BIGDB 80 31 0 0 100 12 64 94 



F i l e - > 19374T 

0-

> .16-8116-008 NJ HEP NflNCO *1 
; 4 SUB 

54 66 186 ! 2 2 ife© 1 8 4 212 226 

244 Scan 1341 
^ 3 1 . 9 9 m i n . 

266 

1—I—1—1—|—1—I—1—| 1 1—1 | 1 1—1—|—I—1—r-J I 1 — I I 1 I I 1 I I r - [ I r I f i J < 7 r r T ( 1 

48 80 120 160 £ 0 0 240 280 

F i l e PRIPOL 
Bpk flb 989': 

18888-

0-

. TERPHENYL D14 (SURR.) 

i 2 t - 6 186 122 160 178 212 £ 3 6 

S;L.jj. Scan 457 
_ > 8..83 m i n . 

264 

i. ^ 

F i l e PRIPOL 
Bpk flb 989': 

18888-

0- i ' i ' i • ' i I i i I | — i — i — i — | — i — r — i — | — i — i — i — [ — i — i — i j i i i | i i — i j • » i f 

\Q 88 120 168 288 243 288 

F i l e >BIGDI 
Bpk flb 9 9 9 c 

10880-

0-
i 

3 9H~Xan t h e r t - 9 - o n e , 1 ,3 , 8 - t r i hyd r o x y -
l 

51 69 1B8 *37 162 1 8 7 - 2 1 f i 

2 4 4 S c a n 5 6 3 9 6 
^ 8 . 8 8 m i n . 

247 

F i l e >BIGDI 
Bpk flb 9 9 9 c 

10880-

0-
i »0 88 128 168 280 246 288 

F i l e >BIGDI 
Bpk flb 999< 

10000-

5 9 H - K a n t h e n - 9 - o n e , 1 ,3 , 8 - t r i h y d r o x y -

51 69 168 137 162 137 ^ 

/ > x \ ^ / r - - ' 

244 Scan 56396 
^ 6 . 8 6 m i n . 

247 

v - j — i — | i i—I—I I |—I—I—i—j I l I | I I r - j i — i r - j i i r - j i—i T T T — r i - | i i i j i i i | i i i | i 
48 80 128 160 200 240 288 

000315 

SU 244 
BNA 

244 C13H805 

r a n g e s s e a r c h e d •• 43 

TILT Z CON C._I R_IV 

. 1. 67* 457 403 PRIPOL 72 65 1 0 57 39 28 71 
2. 28* 6052933 56396 "BIGDB 29 88 . 2 0 99 37 10 14 

TERPHENYL D14 (SURR . ) 
RROGATE COMPOUND 
SUPPORT 

2. 9H~Xanthen-9~one> 1,3 ,8 ~ t r i h ydr o x y-

Sawple f i l e : >B3747 SpectruM #•. 1341 
Search speed: i T i l t i n g option-. N No . of ion 

'rob CAS * CON # ROOT K DK #FLG 



F i l e >B3?47 
Bpk fib 1562 

10800-J 

0-
< 

>1 

il 

5? 
7 

4 

1 . nil 

J6-0116--88S HJ DEP HflNCO »1 s c a K V 1357 
1 SUB 3 2 . 2 2 m i n . 

'' 85 

p " " " 113 141 155 197 216 224 266 
1 . . . . l i l f l i 1 i.t.tJlt . . I l l . . . . H . . . i l l i . i . . . . , . . i t l i - lib 1.- . . i .T f 1 l l b - « . ...» •!• 

F i l e >B3?47 
Bpk fib 1562 

10800-J 

0-
< 

\—1—1—I—|—1—I—I—J—1—1—I—|—1—I 1 | I 1 — l | I » i J—i I i I l I 1 | r i i j r — r - i | i r i | i 

18 88 120 168 £ 8 0 £ 4 0 

F i l e > BIGDI 
Bpk flb 9 9 9 c 

18880-

8-

3 
» 

f, . il 

t r i « kc on 

'1 
/ 

rane Scan 12862 
0 . 8 8 m i n . 

85 
4 A t 155 t r ^ 225 239 

l l - " ' 1.41 183 £ 1 1 
,, t f * • / *y / / y 

F i l e > BIGDI 
Bpk flb 9 9 9 c 

18880-

8-
J8 88 128 168 288 248 

F i l e >BIGD1 
Bpk. flb ?99 c 

. 18^88-

0-
c 

3 
> 

JJJOC a 

1 

s-ane 

„ m „ . . . . l , 

1 

'1 

l i l n m i l l 

l - b u t y l - Scan 12836 
8 . 8 8 m i n . 

85 

112 141 J J ? S

 1 8 3 210 253 

F i l e >BIGD1 
Bpk. flb ?99 c 

. 18^88-

0-
c *e se 128 ' ' ' ' ' 168 288 ' 248 

F i l e >BIGDI 
Bpk flb 999< 

1 0088-

8-
i 

> 

.1, 

•> 

. ...Jl 

a t r i 

.Ji 

i a c o 

"1 
/ 

1 

i t a n e Scan 12543 
8 . 0 0 m i n . 

85 
155 

113 141- J 183 211 s 253 

F i l e >BIGDI 
Bpk flb 999< 

1 0088-

8-
i 

I i i i 1 i i i 1 

i 8 88 
I I j . M . f i i i j . . |n . . | . . . . | . . . | . . . . | . . .y . . .p . . .p . . | l . . . | . . . | . . j y .»y | " | " " | l " | " " | | • • ) • " , j " " ) ' | | " " | . | | " " | | "|-

128 160 288 248 

1. Hexatriacontane 
2. Docosane, i i - b u t y l -
3. Pentatriacontane 
4. Dotriacontane 
5. Docosane, 9- b u t y l -

00031 6 
506 
366 
492 
450 
366 

C36H74 
C26H54 
C35H72 
C32H66 
C26H54 

S a n p l e f i l e >B3747 Spec t r U M t : 13 57 
S e a r c h s p e e d 1 T i l t i n g o p t i o n - . N No . o f i o n r a n g e s s e a r c h e d : 43 

P r o b . CAS * CON \ 1= ROOT l< D!< #FLG T I L T % CON C _ I R _ I V 

* i . 89 6 3 0 0 6 8 12862 "BIGDB I 2 i 32 0 
L~ 

0 92 4 6 6 60 
2 . 87 13475768 12836 "BIGDB 108 43 2 0 94 4 63 44 
3 . 87 630079 12543 "BIGDB 107 44 2 0 95 4 6 3 44 
4 . 87 5 4 4 8 5 4 12534 ' "BtlGDB 110 47 2 0 90 4 63 49 
5 . 86 5 5 2 8 2 1 4 9 12837 "BIGDB 104 47 2 0 95 4 60 39 



F i l e >B3?4; 
Bpk flb 610j 

• 
40080-

8-

7 

J Jl 

J7 

, Jl 

_i 

71 

i . . . i i 

6-0116-088 HJ DEP NONCO *1 Scan 1391 
SUB 32.92 min . 

9 9 155 183 324 
t . 12c ^ 216 253 281 

J . — , / / 

F i l e >B3?4; 
Bpk flb 610j 

• 
40080-

8-

[ 1 ' ' l ' ' ' l 
19 80 

. . t . Y n ^ ' T m y " ^ m ^ " y m t m ^ " y ^ f ' ^ , Y ' ^ n v " r Y ' ' ' [ ' ' " Y^< I " ( I I I | 7 1 / f I I I | 1 I I ( 
128 168 288 248 288 320 

f i l e >BI6DI 
Epk. flb 999* 

18888-

) 
? 

J , J 

4C OS 

, .1 

ane 

71 

< .\ 

Scan 12478 
8.88 min. 

. 

qa 155 183 211 239 324 
J - 1 2'" S* y S* y 281 

48 88 128 168 280 240 288 328 

F i l e >BIGD3 
Epk flb 999^ 

188^80-

«_ 

5 
1 

,t 1 

/ 
ane 

7 1 

Scan 12823 
8.00 min. 

L 

99 1,7 ir-c
 1 8 3 2 1 1 239 „„ 4 324 12.- 155 s ^ ^ 281 

i i y y s- / 

48 88 128 168 288 248 288 328 

F i l e >EIGD] 
Bpk flb 999< 

1 8000-

0-

S 
) 

J 

Heg 

J 

i^adecane Scan 12793 
y 8-88 min . 

71 

l " " go 127 155 183 211 248 242 

v.-A—.i L v fT..... ... y y .. .dr-~ 

F i l e >EIGD] 
Bpk flb 999< 

1 8000-

0-

48 88 120 168 288 240 280 320 

0003 i f 
324 C23H48 
324 C23H48 
240 C17H36 
240 C17H36 
380 C27H56 

1. Tricosane 
2. Tricosane 
3. Heptadecane 
4. Heptadecane 
5. Heptacosane 

Sample file 
Search speed •• 

>B3747 Spectrum *: 
1 T i l t i n g option N 

i 3 ? i 
No of ion ranges searched 43 

Prob . CAS * CON * ROOT K DK #FLG TILT % CON C_I R_IV 

1. 99* 638675 12470 "BIGDB 122 16 1 0 78 3 72 99 
2 . 97* 638675 12823 "BIGDB 118 27 0 0 57 23 53 99 
3. 96* 629787 12793 "BIGDB H i 4 1 0 88 3 72 96 
4 . 96* 629787 12796 "BIGDB 91 20 0 0 100 8 68 96 
S. 93 593497 12845 "BIGDB 123 4 1 0 97 5 68 80 



Fi 2 e >I<3?4? 57 
Bpk fib 6455 ' 

J6-0116-808 NJ DEP NfiNCO ttl 
SUB 

4800-

,.« 

71 
/ 

Scan 1410 
33.3'1 min. 

113 140 171 

. . . . . . . . I n r 1 .r.i.ii..»t.,„.„I...I.|.I,<,I.„...-

182 217 234 266 
,.7l . , ...J. . , ....... , (i I. . , Ji , I .,, ~7i 

1—1—r—1—1—1—r—T—1—1—1—1—1—1—r 1 |—1—1—1—pT—'—'—ft—1—1—[—1—1—1—|—1—>—'—|—»—>—r—j—r—1—1—j—r 
48 80 120 168 200 240 

F i l e > BIGDB h-f&p tadec ane , 2 , 6 , 1 8 , 1 5 - t e t r a m e t h y I -
Bpk fib 9898 

18886-i ~ •* 
f 85 

Scan 12443 
8.88 m i n . 

8- I , .ni l . 

48 r 
88 

11: 
/ 

I lk 

14.1 
/ 

i'<\ 1 I ' " ' I ) 1 f i 

155 
y" 

239 

128 

183 211 
/' v N. 

1 ' ' i i ' | i a i 1 1' j 1 i 1 1 j '1 1 1 " | 1 

168 288 248 

266 

F i l * >BIGDB heptadecane 
Bpk fib 999? **L 

18808-j ^ 

Scan 12793 
0.88 m i n . 

71 
/ 85 

113 141 
155 

133 r . . . 2 4 0 211 
242 

~^y* 

1 m̂i|ml[l 1. p . . . i . i i / 
i i i i i | i i i i p i n i i i i p t i , 

/ y 
" i " • 1 

/ 
1 

/ \ ^ • ••' •-»—1 
48 88 128 168 88 

File >BIGDB Ncj&acosane 
Bpk fib 9999 JS 

100004 ' 

Scan 12522 
0.88 m i n . 

48 
sr-r u 

71 
/ 35 

f 4 
88 

113 
/ 

141 
/ 

155 
183 211 

/ V 

25 
253 

. r . . | . i i ip. | . . . . | i i i . t . . . | . . . . | i i , . t . . . . | . . . .y. . . ) . . . . r . .[ . . . . 1 . . . . r .Y.. . r . . j , . i . 1 . . . . r . . | . i . . | . . . | .»^ 

128 168 >88 248 

A 
U )00318 

2 . 
3 . 
4 . 
5 . 

H e p t a d e c a n e , 2 , 6 , 1 0 , 1 5 ~ t e t r a M e t h y 1 -
H e o t a d e c a n e 
N o n a c o s a n e 
H e x a t r i a c 0 n t a n e 
H e p t a d e c a n e 

296 
240 
408 
"506 
240 

C21H44 
C171-136 
C29H60 
C36H74 
C17H36 

Sample f i l e = >B3747 Spectrum #: 1410 
Search speed: i T i l t i n g o p tion: N No of ion ranges searched-. 43 

Prob . CAS * CON * ROOT K DK *FLG TILT % CON C_I R. _I<J 

1. 58 54833486 12443 "BIGDB 90 43 1 0 64 40 19 49 
2. 46 629787 12793 "BIGDB 90 25 2 0 95 40 17 35 
3. 41 630035 12522 "BIGDB 94 51 2 0 91 40 i 4 28 
4 . 4 i 630068 12862 "BIGDB 96 57 2 0 84 40 17 3 0 
5 . 4 i 629787 12796 "BIGDB 74 37 i 0 84 40 14 28 



F i l e >B374T 
Bpk fib 398£ 

49000-

0-
i < 
! 

.1 

5 

. .1 

r 
t 

..J 

J6.-01 16-00S NJ HEP NflNCO ttl Scan 1443 1 
SUB 33.98 min. 

71 

"~" 99 , 224 253 281 338 
j 141 169 197 x • \ 

j ,r i ' 1 '•' / / y" y 

F i l e >B374T 
Bpk fib 398£ 

49000-

0-
i < 
! 

]-|—1 T [ 1—1 1 | I 1 1 |—' 1 1 — [ I I I — | 1 ( 1 | 1 1 1 J 1 I i j I i 1 | 1 I < | ' I t | • l l | i T I | I ^ f | r i i 

f0 88 12© 160 288 240 288 320 
( F i l e >BIGDI 
Bpk fib 999* 

10090-

0-

) 

I . J 

*;acosarie Scan 12827 
/ 8.88 min. 

71 

f qq t A t £25 253 281 338 

( F i l e >BIGDI 
Bpk fib 999* 

10090-

0-
t8 88 128 168 288 248 288 328 

F i l e >BIGDI 
Bpk flb 999< 
*; 10000-

3 
> 

J . J 

^tacosane Scan 12483 
8.88 min. 

71 

99 1 4 1 1 6 9 1 9 7 Z « 242 

48 30 128 168 288 248 238 328 

F i l e >BIGD] 
Bpk flb 999< 

18000-

0-

3 
) 
Hej 

. .J 

$acJ. 

1 . J * 

scane Scan 12784 
8.88 min. 

71 

M m 2 2 6 2 2 7 

F i l e >BIGD] 
Bpk flb 999< 

18000-

0-

f T — 1 1 | 1 i • • T—I 1 1 1 ] 1 1 1 | r 1 1 ) 1 1 ! | 1 1 1 J 1 1 1 | 1 I I ) 1 • • ! > • 1 ) I > • | 1 > • ) • > • | > > > 

46 88 128 168 288 248 238 328 

1. Tetracosane 
2. Pentacosane 
3. Hexadecane 
4 . Tetracosane 
5. Heptacosane 

0 n n r~» •* a 
V..- v/' v> ZJ JL t / 

338 
352 
226 
338 
380 

C24H50 
C2SHS2 
C16H34 
C24H5Q 
C27H56 

Sample f i l e : >B3747 Spectr UM %: 1443 
Search speed: 1 T i l t i n g o p t i o n : N No . of i o n ranges searched 43 

Prob . CAS * CON i r ROOT K DK *FLG TILT % CON C -J R_IV 

* i . 96* 646311 12827 "BIGDB iOO 37 i 0 81 5 72 94 

2 . 94 629992 12483 "BIGDB 136 8 0 0 86 6 68 93 
3. 92* S44763 12784 "BIGDB 74 45 0 0 84 12 64 92 
4 . 88 646311 12476 • "BIGDB 117 oc 2 0 79 3 65 56 
5. 88 593497 12846 "BIGDB 118 35 2 0 69 5 65 57 

I 



F i l * ->B3?4? J 6 - 8 1 1 6 - 8 8 8 NJ HEP 
— SUB 

Scan 1493 
35.80 min. 

'1 

113 141 182 212 281 
295 

48 88 128 168 288 240 288 328 

File > BIGDB Heg>4-a.dec ane , 9-octyl 
Bpk fib 9999 ' f 

188884, 71 

Scan 12482 
0.00 min. 

8-

i r : 

40 
ir-r ,F l tf"i"f l ,r ,fvv 

80 
4-

141 
/ 

169 197 

i-1"i*p<»i-r,y-T-r*t-r"f*f i •f'r I-I*T 
120 168 288 

239 
/ 
4. 

267 
294 32? 

r i " i l , r ' i ' r , i | n I-I | n i f 
248 288 

i i I i i i I 

328 
F i l e >BIGDB Pentacosane 
Bpk fib 999? J¥ 

188884 ? 1 

0-1 
48 U 

39 

113 141 

128 

169 197 
239 

Scan 12832 
8.80 min. 

295 352 

| i i p< i ) i ; i i p iy . , t i 1 i i y ip i ^ fum, .,)wy..,JuiJiiji ( yii) ,n] i i , , n f i , i »> 

16" ~ J 
i i i i | i i i • | i *r i \ ' l t i i " | 

5.80 320 8 248 

F i l e >BIGDB Heptadecane 
Bpk fib 9999 

Scan 12793 
8.00 min. 

10808-

0 J 

71 

rr^^fri<rrTWT'Y,ri*rr"i"i >T' 'Tl 
48 88 128 168 

11: 
/ 

141 
169 197 

t l f t i pt i i"p l' 

248 
242 

i r-p i i ; v i I T i i i 
288 248 

I i i i I i i i I i i i I i i i I i i 
288 328 

1. Heptadecane, 9-oc/tyl~ 
2. Pentacosane 
3. Hep tadec a n« 
4. Heptadecani 
5. PentadecaneV 

000320 
352 C25H52 
352 C25H52 
240 C17H36 
240 C17H36 
212 C15H32 

Sample f i l e : >B3747 Spectrum *: 1493 | 
Search speed: i T i l t i n g option-. N No . of ion ranges searched: 43 | 

*2 

Prob . CAS * CON * ROOT K DK •IFLG TILT % CON CJL R. _IU 

* i . 54* 7225641 12482 "BIGDB 123 20 1 0 73 61 17 99 
2 . 44* 629992 12832 "BIGDB 122 18 i 0 82 68 11 99 
3 . 42* 629787 12793 "BIGDB 100 15 0 0 88 68 11 97 
4. 42* 629787 12377 « "BIGDB 96 26 0 0 89 68 11 97 
5 . 34* 629629 12323 "BIGDB 79 33 0 0 78 70 i l 94 



F i l e >S3?4T 
Bpk ftb 655« 

0-

6 

c 

.1 ...i, 

J 6 - 8 1 1 6 - 8 8 8 . 

> 

" 7 „ 

' <

f 184 113 

r^J DEP NflNCO #1 Scan 1521 
f 3 5 . 5 7 m i n . 

167 

f 197 225 248 27^_ 

F i l e >S3?4T 
Bpk ftb 655« 

0- r~i—r 'r"i—r—i—i—i—r—i—i——i—i—i—|—ii—i | i i i [ t i i r • <̂  r r , , ' i , , , i , , , i , , , i 
f8 88 128 168 288 248 288 

F i l e >BIGDI 
Bpk flb 999S 

18880-

0-
£ 

) 1 ,2-Benzeriedi car boxy 1 ic ac i 
> 

57 7 1 

y 184 1J3 
.1.1 I.l. . ..Jl. .. ..ii L.. .iiT. .... ..... 

3 - n i t r o - Scan 3 6 2 6 1 
i 8 . 8 8 m i n . 

167 l ? C f 

i 1. ^ 

F i l e >BIGDI 
Bpk flb 999S 

18880-

0-
£ 

. . . I I , y 1 | [ I I I r — l 1 1 | 1—1 1 [ 1 1 1 | 1 1 1 | 1 > 1 ( — r r i | i i . ( i i i | 

t0 88 128 168 288 248 288 

F i l e PRIPOl 
Bpk flb 999* 

18088-

8-

1 , 2 - B e n z e n e d i c a r b o x y 1 i c ac^ 

57 7 1 

i f 104 J } 3 

I.l .Jl. ...Jl 1. .lU ... . 

b i s ( £ - e t h y l h e x y l ) e s t e Scan 412 
8 . 8 8 m i n . 

167 

/ • £ 7 9 

i .1. i. 

F i l e PRIPOl 
Bpk flb 999* 

18088-

8- | , M | 1 " 1 " ' 1 1 " V 1 1 1 1 1 1 I I I 1 1 1 1 1 1 1 1 • 1 1 | • • • • 1 ' - J T I I I I 1 1 | I . . | 

IB 88 126 168 288 248 238 

F i l e >BIGD1 
Bpk flb 999< 

18880-

0-
i 

B 1 , 2 -Benzened ica rboxy1 ic a c i 

57 

/ \} 184 J J 3 
i.l i,l il . i. 1 <\~ .. 

d» b i s ( 2 - e t h y l h e x y l ) e s t e Scan 36493 
• 0-00 m i n . 

167 
/ 279 

, 1. 

F i l e >BIGD1 
Bpk flb 999< 

18880-

0-
i 

r — r — i 1 i 1 1 i | — i — i — i — — i — n — i — i i i j r i i | i i i i i i i ) i i i i i i i i i i i j ' • • i 

48 38 120 160 208 248 288 

W ) S j t f 000321V 
1 . 1 >«- • - B e n z e n e d i c a r b o x y l i c a c i d , 3 ~ n i t r o - 2 i i C8H5N06 

2 . 1 ,2 - B e n z e n e d i c a r b o x y l i c acid f 
b i s ( 2 - e t h y l h e x y l ) e s t e 390 C24H3804 

3 . 1 , 2 - B e n z e n e d i c a r b o x y l i c a c i d , b i s < 2~e t h y1h e x y 1 ) e s t e 390 C24H3804 
4 . 1 - B e n z e n e d i c a r b o x y l i c a c i d , b i s ( 2 - e t h y l h e x y l ) e s t e 390 C24H38Q4 
5 . 1 >2 - B e n z e n e d i c a r b o x y l i e a c i d , b i s ( 2 - e t h y l h e x y l ) e s t e 390 C24H3804 

Sample f i l e = >B3747 SpectruM #= 1521 
Search speed: i T i l t i n g o p t i o n : N No . of i o n ranges searched 43 

" 
P r o b . CAS * CON * ROOT K DK *FLG TILT % CON C - I R_ IV 

» i - . 89 603112 36261 "BIGDB 103 5 0 0 100 6 6 2 86 

2 . 89 412 247 PRIPOL i O i 36 i 0 91 0 66 60 
3 . 89 117817 36498 "BIGDB i O i 36 i 0 9 1 0 6 6 60 

4 . 86 117817 36390 ' "BIGDB 101 46 2 0 87 4 60 35 

5 . 86 408 243 PRIPOL I O i 46 o 0 87 4 60 35 



F i l e >B374 7 
Bpk fib 318E 

<i 

t 

59 

1 

C 

I > i 

~7 

7 

J6-8116-088 WJ DEP HflNCO a l Scan 1542 
SUB 36.00 m i n . 

'1 
>' 

QO . . ~ 149 279 
1 V l J * 7 168 197 225 239 ^ 

A ,1 >' / v~ 

F i l e >B374 7 
Bpk fib 318E 

<i r 
i i ' r | i i — i — \ — i — i — i | i i i | — i — i — r — [ — i — r i | i i i | i i i i i i i | i i i j i • • f ' i « i 

88 128 160 208 240 280 
F i l e >BIGDI 
Bpk fib 333'. 

18880-

0-
i 

. Ji 

faco 

, J 

sane 

'1 

ii 

Scan 12483 
8.88 m i n . 

99 J_13 lJl 169 197 J ) 1 2 3 9 _ ^ 5 ? £ 

F i l e >BIGDI 
Bpk fib 333'. 

18880-

0-
i 

i i i i | i i i ( 

(0 80 128 168 288 248 288 

F i l e >BIGDI 3 

J, 

Hex t 

Ji 

a±r i 
f 

1 

acot 

>1 
r 

I i u j u i i l 

» tane Scan 12862 
8.88 m i n . 

V 1 1 3 169 197 Z } 1 239 

40" ' ' ' ' ' "80 128 168 288 248 288 

F i l e >BIGD1 
Bpk fib 999< 

10000-

a-

> 

.1 

T 4 > 

Ii 

aeon 

i_.....>•! 

tane Scan 12855 
0 .88 m i n . 

n 
1 3 , 9 * 1 3 / 169 197 * 239 267 

..ii ,/ ,.r"".. .. s _ t / y . _../ V ] 1 1 1 ] T 1 T J 1 1 1 ) I 1 1 | 1 1 1 1 1 1 1 ] 1 1 1 ) 1 1 1 | 1 1 1 1 1 1 1 | 1 1 1 1 1 1 1 | 

40 80 120 160 280 240 280 

000322 

1 . 
2 
3 
4 
5 . 

P e n t a c o s a n e 
H e x a t r i a c o n t a n e 
T r i a c o n t a n e 
O c t a c o s a n e 
O c t a c o s a n e 

3 5 2 
5 0 6 

C25H52 
C36H74 

394 
394 

C2SHS8 
C28H58 

Sample f i l e : >B3747 S p e c t r i n #: 
Search speed : i T i 11 i n g option-. \ 

Prob . CAS * CON \ \ ROOT 

» i . 93 629992 12483 "BIGDB 
2 . 83 630 0 68 12862 "BIGDB 
3 . 83 638686 12855 "BIGDB 
4 . 83 630024 12848 * "BIGDB 
5 . 83 630024 12516 "BIGDB 

1542 
No. of ion ranges - searched: 44 

K DK #FLG TILT X CON C „ I R. 3-V 

136 8 0 0 85 i i 64 93 
129 24 1 0 83 i l 51 78 
129 25 1 0 81 l i 51 78 
123 2 i i 0 86 11 5 i 76 
114 23 1 0 88 13 51 7 i 



F i l e > £ 3 7 4 7 
Bpk ftb 536^ 

488CV 

0- ' 

57 .16-01 16-008 NJ HEP NONCO *1 
SUB 

•Scan 1559 
3 6 . 3 3 m i n . 

n 
/ 

48 

, ..il 
1-1-1-7 

99 113 149 161 194 210 253 279 
. i J l l . . ....I . . I . l , . .. l f.,. H ...I... „. , . I „ , 

I I I | 1 I I | I I I | I I I ( I I I | I 1 I | I I I | I I I j I I I [ ' I I I | 1 I I 

88 120 160 208 240 
T 

£80 

F i l e >BIGDB P e r i r t - a t r i a c o r i t a r i e 
Bpk Rb 9999 J / 

Scan 12543 
8 . 8 0 m i n . 

188864 

f 
40 

71 
/ 

-r4 

97 
/ 

, 4 „ 141 
H - - ' / - 169 197 S 239 267 

' i y" i I'I'I . | i i .Vilvy"l ' '"i '"T"| ' , , '"»'"<" | — f ' r i ••)•"•! i t'"\ i - ' t - i ' y t I ' r - ' f i r'1! | i"1! i '•)• 
88 128 168 208 248 288 

211 

F i l e > BIGDB HexpJjr iacon tane 
Bpk Ob 999? w/ 

18888-

0-J 

Scan 12862 
i, 8 .88 min . 

71 
/ 

97 113 141 
169 197 

211 

48 
1. | i i t | l i i , nnillljii ,nni)iti |iitqiih| i i.ini]iiii|i ipnim,—,111̂ 11 .—puf—, — r npiii,i , npn,—,mpi ,—fm.—,—,—,—.—,—,—,— 

38 128 168 288 248 2! 

F i l e >BIGDB Heptadecane 
Bpk Ob 9999 V 

10800-

i — r 

71 

40 
*4 

99 
/ 

113 
141 

y 
169 197 

/ 

211 

Scan 12377 
0.88 min. 

241 

. , , . , r l l l j . . ,, , r^ , , , , -V ) |-'| , Y ' \ I f " l I f I 1 I I I 

88 128 168 288 

248 
1 i ) i i i 

248 >38 

n o n '-\ 9 Q 
V-' i j V> Kj r\j O 

i . 
2. 
3. 
4 
5 . 

P en t a t r i a c o n t a n e 
Hexa t r i a c o n t a n e 
Heptadecane 
Octac osane 
Eicosane, iO-«ethyl~ 

492 
506 
240 
394 
29<:> 

€35H72 
C36H74 
C17H36 
C28H58 
C21H44 

Sample f i l e >B3747 Spectrum 1558 
Search speed i T i l t i n g o p t ion: N No . of ion ranges searched = 49 

Prob . CAS * CON i r- ROOT K DK ttFLG TILT 7. CON c„i R_I M 

i 1 . 57 630079 12543 "BIGDB 106 45 2 0 76 33 22 42 
2. . 55 630 0 68 12862 "BIGDB 104 49 2 0 82 31 20 39 
3. 53 629787 12377 "BIGDB 88 34 i 0 88 38 19 44 
4 . 52 630024 12848 ' "BIGDB 102 42 2 0 93 33 20 36 
5 . 5 i 54833237 12445 "BIGDB IOi 32 o 0 84 33 20 35 



F i l e >B374 7 
Bpk flb 755= 

5000^ 

0-

f 

i 

i 

c 

, .1 

->7 

' 7 

. .,] 

J6-G116-088 

f 

97 ^ 1 J 3 

1.1.1.j.ll! .ii.j.i IL...JIII ia.. ...v.iu... 

NJ DEP HflNCO ttl sCar, 1569 
49 36.55 min . 
f 

167 285- 211 £39 2?.l_ 
L . l l . . .. .Jl. 1 .,.1.1. ..!...!.... .1 i ,, . . \ II I I . 

F i l e >B374 7 
Bpk flb 755= 

5000^ 

0- | — I — I — 1 — | — I — 1 — I — | — I — 1 — 1 — | 1 — 1 — I — 1 I — 1 — 1 | 1 r-71 [ i t 1 ( l r I | 1 r — r f ' ' ' | ( * J 

rQ 88 128 168 290 248 280 
File >BIGDI 
Bpk flb 333": 

10080-
» 

J 

1 ,2-

c 

. .Ji 

-Ben 

17 1 
f 

. ...1 

zenedicarboxy1ic ac^ 

r l 

11. . ..ii 1 J. . 

d« d i n o r t v l e s t e r Scan 36588 
f 8.08 min. 

167 287 

. f 
40 80 120 168 200 240 280 

F i l e >BIGDI 

\<>k %Hl 
0-
< 

3 1,2-
l 

t 

Ll, ...Ji 

-Ben 

v • 
, ..L 

zenedi c a r b o x y l i e ac ̂  

? ; 113 
104^—-

d i i s o o c t y l e s t e r Scan 36389 
f 0.80 min. 

167 2 7 ! _ 

1 ( . . 1 

F i l e >BIGDI 

\<>k %Hl 
0-
< t8 88 128 168 288 248 286 

F i l e PRIPOl 
Bpk flb 999' 

18000-

0-

1,2-Benzenedicarboxy1ic ac 

..I 1! >. / ,1 .. . 

d 9 b i s ( 2 - e t h y l h e x y l ) e ste Scan 414 

^ 0.00 min-

16? 

{ 279 

1 . !,. """1.. 

F i l e PRIPOl 
Bpk flb 999' 

18000-

0-

T ~ I 1 1 ~ | — r ~ n ^ 1 .y 1" 1 1 j 1 t 1 j 1 1 j | i 1 1 j i 1 1 | 1 1 1 j 1 1 1 | 1 1 1 j i 1 1 | 

48 88 128 168 288 248 288 

0 n r\ r j o A 
u 'i> u <j ̂  4 

1. 1,2-Benzenedicarboxylic 
2. i,2-Benzenedicarboxylic 
3. 1,2-Benzenedicarboxylic 
4. iv2-Benzenedicarboxylic 
5. i,2-Benzenedicarboxylic 

a c i d , 
a c i d , 
a c i d , 
acid , 
a c i d , 

dinonyl ester 4i8 C26H4204 
d i i s o o c t v l ester 390 C24H3804 
bis<2~ethylhexyl> este 390 C24H3804 
bis<2-ethvlhexyl> este 390 C24H3804 
bisc.2~ethylhexyl> este 390 C24H3804 

Sacip 1 e f i l e >B3747 SpectruM #: 1569 
Search speed: i T i l t i n g opt i on •. N No . of i o n r an g e s s earched 43 

' Prob. CAS * CON i \f ROOT K DK #FLG TILT 7. CON C _ I R_IV 

* 1 . 36 84764 36508 "BIGDB 62 96 2 0 64 30 14 13 
2. 28 27554263 36389 "BIGDB 66 78 2 0 71 39 10 14 
3. 25 414 249 PRIPOL 57 83 1 0 71 46 7 15 
4. 25 117817 3650 0 ' "BIGDB 57 83 i 0 7 i 46 7 15 
5. 20 117817 36501 "BIGDB 37 37 2 0 81 52 5 12 



F i l e > 1*374 T 
Bpk fib 252 

'288813-

C i -

1 

. .1 

7 

> ...Ii 

' J & - 8 1 16--B03 NJ HEP NANCO ttl Scan 1599 
SUB 3 6 . 9 6 m i n . 

' 1 

j I 9 J J 3 141 168 197 225 239 

' I l l i.l- 1 I - » •• * > • • -
*•* ] — r — 5 — i — | — i — i — i | i i i j — i — i — i — | i — i i — j i — i — i | i i i j i i i | i i i | i i i | i i i j i i i r 

40 80 120 160 208 240 280 

F i l e >BIGDI 
Bpk flb 333*. 

1 8888-

0-

3 
? 

ft . Jl 

h aco 

7 

, „ii 

sarie Scan 12483 
0 . 8 8 m i n . 

' 1 

, 99 'J1

 l f 9 1.97 £ i 1 23.9 J $ Z 

F i l e >BIGDI 
Bpk flb 333*. 

1 8888-

0-
V 
J8 

88 128 168 288 240 280 

F i l e >BIGDI 
Bpk . f lb 9 9 9 c 

18880-

8-

i 

> 

J, 

Hex £ 

il 

•/ t 

i 

a e o n t a n e Scan 12862 
0 . 8 0 m i n . 

? 1 
/" 

T7 . , r-, 141 2 1 1 
I J / U 3 y 169 197 239 

ii u r—" f 1 ' y ( 

F i l e >BIGDI 
Bpk . f lb 9 9 9 c 

18880-

8-
10 88 128 168 288 248 238 

F i l e > BIGD] 
Bpk flb 999< 

1 0888-

8-
i 

3 
i 

J 

Pen< 

ll 

fcatr 

, 1 

i ac c 

Ti 
/ 

,1, 

n t a n e Scan 12543 
0 . 8 0 m i n . 

q 7 141 211 
3 1 113 y 169 197 - 239 267 
n r^". s ' f y f f 

F i l e > BIGD] 
Bpk flb 999< 

1 0888-

8-
i 

• j — , — p . , — [ | | | [ — i 

48 88 
i . |...y<.^ . . f . . . j i i . |M. j . . . f . . . f . . . f . . . j . . . . f . . . f i . i ( . | f . . . [—i j i — i "r i — i i i p T i i | i n j n I T 

120 160 208 240 238 

U 1/ U ! <J Ai t i 

1 . Pen t a c o s a n e 
2 . H e xa t r i aeon t a n e 
3 . P e n t a t r i a c o n t a n e 
4 . H e x a t r i a c o n t a n e 
5 . O c t a d e c a n e 

352 
5.06 
492 
506 
254 

C25H52 
C36H74 
C35H72 
C36H74 
C18H38 

SawDie f i l e : >B3747 SpectruM *: 
Search speed: 1 T i l t i n g option: N 

Prob . CAS * CON * ROOT 

1589 
No. of ion ranges searched: 43 

DK *FLG T I L T 7. CON _ I V 

i 8 0 0 89 6 6 2 86 
35 0 0 72 8 62 80 
34 0 0 67 6 6 2 80 
44 2 0 72 5 65 57 
28 1 0 83 5 6 5 50 

i . 89 629992 12483 "BIGDB 126 
2 . 89 630 068 12862 "BIGDB 118 
3 . 89 630 079 1.2543 "BIGDB 117 
4 . 88 630 0 68 12864 ' "BIGDB 118 
5 . 88 593453 12397 "BIGDB 92 



F i 2 e >S374 7 
Bpk fl&agdgi 

40000-

0-

J6-0116-888 , 
<5 & 

41 69 121 
l 1 s 184 

.IT ...... s L / 

A U J DEP NflWCO a l Scan 1689 
t " 3 7 . 3 7 m i n . 

167 217 265 
285 

1 i " • •- . ^ •'• • . . *• k-l 1«—. * _ l 

F i 2 e >S374 7 
Bpk fl&agdgi 

40000-

0- Y ' i — i , M i " ) " , | — i — i — i — — 1 — r i — ' — * — 1 I * 1 * i ~ — ' i ' * 1 i " * * i 1 * ' r ' ' ' 1 ' ' 1 i 
(.0 80 120 168 288 248 288 

F i l e >BIGDI 
Bpk fib 999'f 

1QG80-

} 1 , 2 - B e n z e n e d i c a r b o x y 1 i c ac 

5/ 76 184 i f 1 

i j I J . . . . . . . : . . . . 

, d i h e p t y l e s t e r Scan 3 6 3 8 1 
8 .88 m i n . 

I 6 7 265 2 ^ 6 

t i — - j — i — i — f — | — r * T — 1 — | — i — i — i — ( — l — l — r — | — i — i — i j — i i — I — ^ i i i — ] i i i | i i i | i i i y - T T W j 1 . 1 | . . 

48 88 128 160 288 2.48 288 

F i l e >BIGDI 
Bpk fib 999* 

18888-

8-

3 1 , £ - B e n z e n e d i c a r b o x y 1 i c au: 
i 

4 3 121 
^ 78 184 
j 

t l l a i . 1 i i i f f t t l . _ 

i d , d i p e n t y l e s t e r Scan 3 6 4 3 2 
/ 8 . 8 8 m i n . 

167 '23? 

i . i . 1 

F i l e >BIGDI 
Bpk fib 999* 

18888-

8- • j * — , 1 | " 1 1 T 1" 1 1 I ' l — 1 1—1 1 1 1 1 —1 " i — I " » I J I " I t ' « • \ • T i - f i » » | f i i | f « 

*© 88 128 168 288 248 288 

F i l e >BIGDI 
Bpk fib 999 ' 

18880-

8-

8 1 , 2 - B e n z e n e d i c a r b o x y 1 i c ar 
i 

43 121 
78 184 / 

*4 i . • .. . i. i.. 

i d , d i p e n t y l e s t e r Scan 36482 
0 . 8 0 m i n . 

I f f <=-o7 

I. r " ' . '""i 

F i l e >BIGDI 
Bpk fib 999 ' 

18880-

8- 1 — — — i 1 1 ) — i l l ) i i i j i i i j i i i j i i i i i i i | i i i i i i • j > i • i • • 

40 88 128 168 288 248 288 

-C-v Ct.,;.:3;'::6 

1. i,2-Benzenedicarboxylic a c i d , d i h e p t y l ester 
2. i .2-Benzenedicarboxylic a c i d , d i p e n t y l ester 

362 C221-13404 
306 C18H2604 

SaMp'le f i l e - . >B3747 Spectrum #• 
Search speed: 1 T i l t i n g option: N 

" l . 

Prob . 

35 
2 0 

CAB # CON 

3648213 
131130 

36381 
36482 

ROOT 

"BIGDB 
"BIGDB 

1609 
N 0 . of i 0 n ran g e s s © a r c h e d : 

K DK #FLG T I L T % CON C_I 

79 39 1 0 S8 50 i l 
37 S3 1 0 43 54 5 



F i l e >23?4? 
Bpk ftb 2226 

28808-

J 6 - 0 1 I t 608 HJ HEP HflNCO 
SUB 

71 
/ 

12 141 132 211 :67 

• c an 1634 
'.88 min . j 

231 
• t i l l . i i i . n i l A t l . . . j t l l lib j i t . T . . . i . - i h H i . . . I I • , ii - i . Ji . ... • '. . • , . •' *i '. . 

^ 1 — i i i , i i i | i—»—i—j—• i i | / ?1 i — | — i — ) i ( ' i ' i ' i | — i ' i i ' i ' i ' i — r ' f i i I f i I I — r ~ T — i — ( j i i T 
40 88 128 160 289 248 280 

File >BIGDB P^mtacosane 
Bpk flb 9939 2^ 

100004 

•Scan 12483 
0 . 8 8 min . 

48 

71 

88 

127 
141 169 197 242 

r...itV,.|...|ii< r,f.,,ij,,. l.,..|i?., r. r 

r 
128 

168 288 
i — r — j — r — I — I — | — I — 1 ~ 

248 288 
F i l e >BIGDB Dq^osane 
Bpk flb 999? 

K 18800-1 ? 1 

/ 

t57 
8,88 min. 

90 127 
141 169 197 

225 253 
—1^ i ^ . ^ „ i j . . y m | . . l p i . p . , p l iiK)i»^li(|iiiy^i<y^m|ilii|iiii)iiii|ftii)iiiijiiii|iiniiBifii^[ii|ii^nii|inipii^ 

48 88 128 168 288 !48 ;88 

F i l e >BIGDB Octacosane 
Bpk fib 9999 J. 

1 0000- 71 

99 /• 127 
/ 

141 169 

yni r . , | i i i v .tH,iy.., ..^ii)!.. 1...ri»(. T"i'*-i"vr
,T"V"|*'T' r-V i r"1! 

48 88 128 

197 

VT ' T 

Scan 12516 
8.80 min. 

253 281 
/ / 

' 1" i " i i i V T i r i \ - T i i , M r * i i i i r - i 
168 ' 288 248 ' 288 

> •> .n (\ o o w 

1. Pentacos a n e 352 C25H52 
2. Docosane 310 C22H46 
3. Octacosane 394 C28H58 
4. Heneicosane 296 C21H44 
5 . D o t r i a c o n t a ri e 450 C32H66 

Sample f i l e : >B3747 Spec tr UM :fr : 1634 
earch speed: 1 T i 11 i n q option: N No . o f i o ii r a ri ties «• e a r c h e d 43 

P rob . CAS * CON t ROOT K DK *FLG TILT % CON C _._'!'• R j v 

1\ 89 629992 12483 "BIGDB 124 2 0 0 0 84 3 62 86 
2. 84 629970 12457 "BIGDB t i l 2.1 1 0 91 8 55 69 
3. 84 630 024 12516 "BIGDB 113 24 i 0 91 8 55 69 
4. 84 629947 12449 • "BIGDB 106 21 i 0 91 10 55 66 
5. 84 544854 12534 "BIGDB 120 37 L.. 0 72 10 55 60 

r 



F i l e >£3747 
Bpk ftb 144. 

1 0090-; 

< 

43 

t i l . t t l l t t i i i . . t i . h l i l . i . b l . l i . - L L t . . . . i a . i l . . i k . . . l . . . 

i 4 ^ J DEP HflHCO «-l Scar, 1662 
JJjiU ' 38 .45 min . 

176 285 2 ^ £65 293 

L . i . ; . ^ .itT . . I . . . I . I * f 

F i l e >£3747 
Bpk ftb 144. 

1 0090-; 

< 

f—1—t—i—|—1—1 1 | — r - l 1—f—1—1—1 ( 1—1—1—|—T-I 1 J—l 1 I | i i i [ r - r r r T ^ r j i c i ( i i i | i i i | i 

10 88 128 168 280 24Q 289 

F i l e >BIGDI 
Bpk flb 999 1: 

10800-

0-

J 1 , 2 - B e n z e n e d i c a r b o x y l i c ac.ictc b i s ( 2 - - m e t h o x y e t h y l ) es Scan 36478 
5 J J ' 0 . 8 8 m i n . 

i 

4i 76 184 \P ! *;8 L;05 253 2?* 

F i l e >BIGDI 
Bpk flb 999 1: 

10800-

0-

l 1 * ^ ' ] 1 " > ' f " | i i ^ " i ' i ' ' T - f ' 4 ' T i | " i " f f " | ' i * ' Y " \ • y i * ' i * ' f '*) i ! ' " > * i • * *| *** i ' i ' [ ' i ' l r - i ' i • • 1 I *" 

*8 88 128 163 288 248 288 

F i l e > BIGDI 
Bpk flb 999 ' 

10800-

8-
t 

3 1 , 2 - B e n z e n e d i c a r b o x y l i c ac . i d^ d i p e n t y l e s t e r Scan 3 6 4 8 2 
> _ _ i J ' 8 . 8 8 m i n . 

4 3 121 
78 184 " 2 1 9 £ 3 ? 

•! i y i y il. • f f 

F i l e > BIGDI 
Bpk flb 999 ' 

10800-

8-
t 

• f " r " - I—(" - • " l - " * f • i f t-t—i i ' r "1 M "F" r i 1" 1! i—i—I—r'f 1 "i—i i 1 i"" i " I—i—i—i—J—r—r »" ' f " > r-r*-\ T I r p—r~i r - j i r , ,i i | r-

*B 88 128 168 288 248 288 

F i l e >BIGD] 
Bpk fib 999* 

18000-

0-

B E e n z o t h i a z o l e , 2 - m e t h y l -

63 69 183 1 2 1 

t 4 q Scan 36422 
J J . 0 . 0 8 m i n . 

158 

F i l e >BIGD] 
Bpk fib 999* 

18000-

0-

1 ' i r i | i i i ) i i—r i i i i j i i i j i i i ) i i i | i i i i i i i i i i i j i i i i i > i i ' i • i ' 

48 38 128 168 288 248 288 

(> f \ r\ C> r> i^ 

1 . 1 , 2 - - B e n z e n e d : i . c a r b o x y l i c a c i d , b i s < 2 - w e t h o x y e t h y I ) es 
t a r 

2 . 1 ,2 -Benzenec l i ca rboxy ' . l . i < : : a c i d , d i p e n t y l e s t e r 
3 . B e n z o t h i a z o l e , 2 - t t e t h y l -
4 . 1 , 2 - B e n z e r i e c l i c a r b o x v ' i i c a c i d , d i i sodec : y 1 e s t e r 
5 . PHENYL(I-P-DIPHENYLMETHYLPHENYL-3 , 3 - DIMETl-lYL) BUTYL K 

ETOME 

282 C14H1806 

306 C18H2604 
149 C8H7NS 
446 C23H4604 
432 C32H320 

Sample f i l e 
Search speed 

>B3747 Spec: truM # •• 
i T i 11 :i. n g o p t :i. o n 

1662 
No . of ion ranges searched 43 

Prob . CAS 4 CON * R DOT K DK #FLG TILT % CON c_i R. 

1 . 43* 11.7828 36478 "BIGDB 29 73 2 0 90 23 17 14 
t . . . 39 131180 36482 • "BIGDB 58 54 1 0 80 27 14 16 
3 . 36* 120752 36422 "BIGDB 26 64 %J 0 100 29 14 13 
4 . 25 26761400 36410 "BIGDB 66 83 o 

ft.. 
0 57 5 0 n 14 

5 . 2 0 0 364 05 "BIGDB 47 45 ':) (,.. 0 55 52 5 14 



F i l e >B3747 c ; 

Bpk flt< 25032 ~ 

2 0 0 0 0 " 

>li . .J1 t. ....ll 

.16-81 1 £ . -008 

1 

HJ HEP HflHCO a l 
SUB 

149 1 8 £ £11 
/ / 

Sc-ai-i 16? 0 
:S . 78 min . 

368 

p — i — i — r - i — n — | — i — i — i — f 
48 88 

illi t .~ .**l l . — . . . . i i . . . - . . . . . . . ( _ - i . 
i I i I—i—| • •—i—( i t i (—r—i—i—|—i i i |—i—r-i—j—i—i—i | i i—i | "i—i—r-

120 160 209 248 288 

F i l e > BIGDB He>£a,t r i ac on t a n e 
Bpk flb 9999 

18886-1 ' 7 i 

Scan 12862 
8.88 m i n . 

8- f 
48 

A 

97 12; 

88 128 

155... 
/ 

r-h-r-r-
168 

183 

*l ! 1 

288 

211. 
r 

i'"^—1—1—r—j—1—1 1 ')—r—r—1—j—r-
248 288 

F i l e > BIGDB P e r j ± a t r i ac on t a n e 

71 
Epk flb 999? 

18888-

4'8 88 

97 127 155 
/ 

183 
/ 

128 168 

211 
/ 

" f i - i»«f 
8 288 

Scan 1Z543 
8.88 min . 

239 267 £ 9 5 
,mijl 1 [mi) | i f ln,, , 1)111, ,ni|i , . 

i 4 8 0 

F i l e >BIGDB H e ^ t r i a c o n t a n e 
Bpk flb 9999 

18800-1 j»l 

1 " f •] r" 
48 88 

-J^ 127 

'I •] '\"\ \"y I I f | 
128 168 

55 183 
/ / 
f | f'l I l 1 " 1 ! I T I | " l I VI I 

288 

211 

t-r-rt 

239 
/ 

Scan 12864 
8.88 min . 

282 

l 1 ' 1 i ' 
248 

267 

1 I ) 'f'l I 'I I I I ) I 
288 

9 

1. i - l (•:•; x a t r i a c 0 n t ane 50 6 C36H74 
2. Pentatrlac ontane 492 C35H72 
3 . Hex a t r ia c. on t ane 50 6 C36H74 
4 . D 0 c 0 s a n e ;. i i -• b u t y 1 - 366 C26HS4 
5 . D 0 c 0 s a ne> 11 - d e <:: y 1 •••• 45 0 C32H66 

S a M p 1 a f 11 e >B3747 Spec trUM *• 16 78 
ear ch speed: 1 T i 11 i n g o p t i on; N No . of i0n r a n q e s < searched 43 

Prob. CAS * CON ; F ROOT K DK f-FLG TILT 7» CON C ..J 

1 . 94 630 068 j.2862 "BIGDB 135 18 0 0 76 7 63 93 
89 630 079 12543 "P.TGDB 134 17 1 0 77 7 62 83 

3 . 89 630 0 68 12864 "BIGDB 120 42 £... 0 69 5 66 60 
4 . 88 13475768 12836 • "BIGDB 115 36 2 0 88 1- 65 55 
5 . 87 55401553 12857 "BIGDB i i i 4 6 0 77 c; 

..} 63 49 



F i i e >Z<3?47 
Bpk flb 766= 

: 

50000-; 

7 J6-G1 1&-G88 4 Q 

i 

43 
b9 104 

NJ DEP NflNCO #1 Scar. 169? 
SUB 39 .16 min. 

188 232 265 

]— i i i — | — i — \ — i — | — i i — i — j — n — i — ; — n — i r-r 

48 80 128 
j j r v r f * T v | ! v i j i < * j ! i " ] / ' * " | i i i | i f i | 
160 280 £48 £88 328 

F i l e >BIGDI 
Bpk flb 999i 

18886-

8-

) 1 ,2-Benzenedi car boxy^<jc 

57 7 6 104 

... / . :•: ._ 

a c i d , d i h e p t y l e s t e r Scan 36381 
8.88 min . 

1*7 £4? 265 I 6 6 

F i l e >BIGDI 
Bpk flb 999i 

18886-

8-
18 88 128 168 ' 288 248 288 328 

F i l e > BIGDI 
BDk flb 999^ 

18888-

3 1 ,2-Benienedicarbox^^c 
1 --—_ 

43 69 
1 0 4 

a c i d , d e c y l o c t y l e s t e r Scan 36481 
8.88 min. 

16? Z h - } 279 387 

F i l e > BIGDI 
BDk flb 999^ 

18888-

*8 38 128 168 288 248 288 328 

F i l e >BIGDI 
Bpk flb 999' 

1 8088-

8-
i 

g i,2-EenzenedicarboxylAC 

43 76 184 
-—"-" / / 

t l w .. , .1 . IV 

a c i d , d i p r o p y l e s t e r Scan 36468 
8.88 min. 

16? 192 2 9 9 258 

F i l e >BIGDI 
Bpk flb 999' 

1 8088-

8-
i 
T — I — I ) | I i I | I I — r — j n I | I i i | i i i i i i | i i i ] i i i j i i i ) i i i • i • • i i i > • • • • i 

48 38 128 168 288 248 238 328 

v.- fS { j 

1 . i .2- •Ben 7. ened i c a r b o x y 1 i c a c i d , d i h e p t y l est er 362 C22H3404 
2. i ,2--Ben zened icarta o x y1ic a c i d ;. d e c y l oc ty 'l e s t e r 418 C26H42Q4 
3 . i >2--Benzene d i c a r b o x y 1 i c a c i d , d i p r op y 1 e s t e r 250 C14H1B04 
4 . 1 ..2 -Ben z e n e d i c. a r b o x y 1 i c a c i d » d i p r o p y 1 e s t e r 250 C14H1.804 
5 . i ,2- •Ben zened i c a r b o x y 1 i c a c i d , b i s ( l-cie t h y l h e p t y l ) es 390 C24H3804 

t e r 

Sawple f i l e : >B3747 Spec truM # •• 1697 
i e a r c h speed: i I i 11 i n q o p t i o n : N No . o f :i. o n ranges s ear chad : 

Prob . CAS i 1 CON : 1 ROOT K DK tFLG TILT % CON c_:i: 

1 . 59 3648213 36381 "BIGDB 84 34 1 0 75 24 27 
o 44 119073 364 01 "BIGDB 106 23 i 0 66 54 11 
3 . 37* 131168 36460 • "BTGDB 31 78 0 100 28 14 
4 . 37* 131168 36310 "BIGDB 25 81 O i... 0 99 28 14 
c: 37 131157 36392 "BTGDB 64 6 0 

l ' j 0 94 26 14 



File >B3?4? 

0-

.16-01 1 b- 003 

71 

HJ DEP HflHCO «1 
SUB49 

99 14; 1.7 8. £ 0 5 £.39 

I ...III J...JI! . ..,.-..lt ,.. il I Jl I .11. 

£ 6 7 ./• 
i 

S'c ari 1 7 1 0 
J9 . 4 3 m i n . 

3 0 7 

4 0 
t r i ' | — i i i | i i i | i , i i | i > i | I i i — f I I < | i ' i | — — I I I ' • ' I ' ' ' r ~ r " 

80 120 168 £ 8 8 £ 4 8 £ 8 8 

F i l e /BIGDB Heft-t^adec a n e , 9 - o c t y l 

71 
Bpk flb 9999 

18806-

2can 12482 
8.88 min . 

48 
T 
88 

99 12? 155 183 £18 239 
i y ' .>'' 

£67 
f i — ; •!• i — r - i — i — i — t — | — r -

128 168 288 248 238 

282 

F i l e > BIGDB Te^racosane , 9 - o c t y l -
Bpk flb 999? 

18888-] 71 

8- 1 

Scan 12533 
8.88 min. 

48 
lij nynlflnfinji 

99 121 155 183 111 228 26? 
385 

38 
H n J l l p m m ^ i f i ^ i n f t n i i n n i ^ ! , ,mjn ^ f m - , i |mi , q i ^ , »!•" . [ " I 1 i I" 1 1] 1 i f ' l ' | ' '? 'N • i ' " j " i i "V | i 

128 168 88 248 288 

F i l e >BIGDB Eiq^sane, 18-hexy1-18-methy1-
Bpk"flb 9999 

18888-1 ' ?t 

Scan 12588 
0.88 min. 

8--f -rr* 
48 

t ' l T T f 
88 

99 239 -'cc 295 
IS? 155 183 211 / Js } 

128 168 288 248 J8 

1. Heptadecane., 9 - o c t y I -
2 . T e t r a c: o s a n e ;. 9 - o c t y 1 -
3. Eicosane, 10-hexy'i-iO-nethy I -
4 . 2 . 6 - N 0 N A N E D10 N E 
5. 2-N-PENTYLBENZOTHIAZOLE 

352 C25H52 
450 C32H66 
38 0 C27H56 
156 C9H1602 
20 5 C12H15NS 

SaMple f i l e t >B3747 SpectruM *: 1710 
Search speed-. 1 T i l t i n g option-. N No. of i o n ranges searched •• 43 

Prob . CAS * CON * ROOT K ?.)K 

1 . 18 7225641 12482 "BIGDB 79 64 
2 . 15 55401542 12533 "BIGDB 73 89 
3 . 15 55282321 12508 "BIGDB 71 91 
4 . 15* 0 12082 ' "BIGDB 30 66 
5 . 15* 0 36246 "BIGDB 23 60 

*FLG TILT % CON C I R IV 

3 
o 

0 
0 
0 
0 
0 

89 
89 
85 
89 
76 

60 
6 0 
60 
60 
60 

4 
3 
3 
3 
3 

21 
13 
12 
14 
12 

r 



F i l e >B3?4? J6-01 l'S-003 

71 

9 9 1; 

NJ PEP HflHCO #1 
SUB 

143 185 21i 249 

-j- c a n A i ̂  i _ 

39,67 miri. 

3S7 
267 

Q.J.11- .ll I . i l l ....lit ..— — -

p I ' l l — I I I I I — ' I ' ' ' I ' ' ' I I ' ' I 

tl .1. - • • I . . . I . . . . . I . . . . 1 < 

? i I I—r-T-

48 80 120 169 
j—|' i"i i' y i — i ' i 'j—i I I i—r—r—i—r~i—»-1—r-7" 
£00 248 £80 

F i l e > BIGDB H e ^ t r i ac on tane 

71 
Bpk flb 9999 

10000-

Scan 1286; 
0.80 min 

T 
48 

80 

97 1 2 7 

„,»r r . , . l , , ,.,^1.,., r..f,. 

155 1 83 

120 160 280 

211 

248 288 

F i l e > BIGDB rwt«osane 
Bpk flb 999? 

108884 ^ 

Scan 12483 
8.88 min. 

71 

1 I 
99 127 155: 183 211 239 

r flii,i»i;lll[»iipM(llt|lii[lliV.if l i f i l^l i l | i i |»i i |»^ ip»i>'M| »[t"|i ,iiiV»'| i f t i ^ ' i t ' t y iT , , , ( 

48 88 128 168 . 288 248 

242 

\ 1 1 1 1—I J 1~ 

238 

F i l e >BIGDB Dot/iacontane 
Bpk flb 9999 

18880-1 7\ 

127 
( 

H, ,.,^1. , 

155 

"̂'T H'»')"ilTT,i<'r'i"'r"lf r r . r r ' t I'T'I t"v i I"T T 
48 88 128 168 288 

Scan 12859 
8.88 min. 

183 211 239 26? * 
/ / / / y 

F I ) " l l V ' l ' i T l |'T I r y l t"1 | V I l "f" ) t'T | l " 

£48 }0 

1. Hex a t r l a c on t ane 
2. Pentacosane 
3. D o t r i a c o n t a n e 
4. Octacosane 
5. P e n t a t r i a c o n t a n e 

50 6 C36H74 
352 C25H52 
450 C32H66 
394 C28H58 
492 C35H72 

S a M p 1 e • F i l e : >B3747 Snect ruM * : .. 17 22 
43 Search speed: 1 T i 11 i n q o p t i o n : N No . of i o n ranges s © a r c h e d 43 

Prob . CAS * CON t ROOT K DK ••!!•• ™LG 1 J.1...T % CON C - . . I 

« 1 . 93 630 068 12862 "BIGDB 137 16 i 0 88 4 68 86 

2 . 89 629992 12483 "BIGDB 126 18 1 0 85 4 66 77 
3 . 89 544854 12859 "BIGDB 123 28 1 0 88 4 66 76 
4 . 89 630 0 24 12516 • "BIGDB 113 24 i 0 88 4 66 69 
5 . 89 630 079 12543 "BIGDB 117 34 1 0 80 4 66 •7 :> 



F i l e >23747 4-
Epk Rb 2264 

2086-

0-

J 6 - Q 1 1 6 - 8 0 8 

i 7 1 

. , I i . i . l . l . i l j l II.I!. >...iLi.,,..ijJ.,.<ii 

HJ DEP HfiNCCi **] 
SUB. 

Scan 1731'' 
;9 . 98 min . 

14-9 
l3t> 

197 £17 £39 
267 397 

1 — i — i — i — f — i — i i | — i — i — i — p 

49 80 

,..lLi., ,,4uJ,,.Ji.,y ,.L.J,.!, ^il .1 ll .,..! I . I I . , 
T — i — i i i — i — r - i — r - i — i I i — i i ( — i — i — i — I I i I I — r - i — i — i — i S i T 

128 16i £98 £48 
1—i i i | — i — i i | — r -

288 

F i l e >B3747 4 ? 

Bpk flb 9999 __--w 

10888-i ' 

6-

J 6 - 8 1 1 6 - 0 8 8 

71 

HJ DEP NflNCO »1 

136 

SUE 

149 19i 

..illl.ilil n..fr.....i...r.^].,..L.yI.L.fi..i.„l .111 ....! J 
1 —i—i—i—j—r—i—i—j—i l l )—r- i—r—[—i—i—r—j—i—i—i—[—r—i—i—[—l—i—i—;—l—i—r 

48 88 128 168 

1? 233 
/ / 

I . i I , 

Scan 173 7 
39 .98 min . 

267 38? 

288 
- | — i — r — i — | i ' i i — | — i — i — r — p 

248 28i 
"NJ DEP—HflHCO #1 F i l e >B3747 4^ 

Bpk flb 999? 
188884 ' 

8-

J 6 - 8 1 1 6 - 8 0 8 

71 
9? 

SUB 

149 191 

Ji ..ill. nil ,,..!< ..r..l,.,,..,J.,..L.y1.L.f!..l,..l .ill 

217 239 
/ ./ 

. . I I . . 1 , 

Scan 1737 
3 9 . 9 8 m in . 

26? 387 

j—1—1—1—[—1—1 1 1—1—1—1—r-i—1—1—I—1—1—1—1—1—1—1—p—1—1—j—1—1—r—f—1—1—r—]—1—1—1—j—1—T—r—j—i—i—r—T—i—r—I—[—r-

48 88 128 168 288 248 288 
F i l e >B3747 40 
Bpk flb 9999 J l " 

188804 " 

8-

J6-8116-888 

71 

HJ DEP HflHCO #1 
SUB 

149 
97 136 

L . I .iii.!.till ..,<!< .,..sl1.,,.<,J.,Ju,v,.Lf!.,l,.,l .Ul 

191 217 239 

l 1 i — 1 j 1 1 1 1 1—1 1 1 1 1 1 1 1—1 1 j 1 1 1 1 

48 88 128 168 

. \ . , \ , . A .Ui — i t • 1 

1 1 i i i 1 I I 1 1 11 i 1 1 1 1 1 

Scan 1737 
39.98 min. 

267 387 

288 
1 '1 1 j 1 1 1 I — i i i ) i 

240 288 

j % ( • , f f try. <% 

Sawple Pile-- >B3747 SpectruM 1737 

No data base e n t r i e s were r e t r i e v e d . 



F i l e >B3?4? 
Bpk ftb 4772 

4 8 8 8 -

J6-8116-683 q N J DEP HflHCO ttl 

8-

5 can 1758 
46 .24 min . | 

4? 

JS- 71 126 

. . r . . . u \ „.. . i , J, 
i < • ' i 
40 

169 283 

U i y . i i . i l , i . . i . . I I . . , .1. 

213 249 

i , i . il, .ll 1 r,i , 
I i i I i — i — i , i i i | i i i 1 | i — i — t f i I i | t i i I i >—r— f ~ r -1—i i i i | i i r - j — r — r -

88 128 160 288 248 288 
F i l e >B3747 
Bpk flb 9999 

10000-

J6-0116-008 HJ HEP HflNCO #1 Scan 1758 
48 . 24 min. 

42 
71 71 

97 126 169 283 218 249 293 

ill, .ii. 
T — i — i — i — r 

.i,J.. .i<riJ 
i I I — i — i — 

/ 
. . . . I . l . . . . . . I . l 

1 1 1 1 1 1 

/• 
i . . . 

n — r — i — i — i — i — 

Ui.,1 .1. 
i — f — r -

, l f .1., t ,r.r. Mi.. 
T — i — i — r — i — r - i — i — r — i — r •C 

i' i i r 

f . i . .., i 

48 83 128 
J6-8116-006 

168 288 248 
-, NJ. DEP HflHCO # i 

288 

F i l e >B3747 
Bpk flb 999? 

8 

sty 
Scan 1758 

48,24 m i n . 

42 71 

J Jill .ll ..1. . / 
126 169 283 218 249 

j — 1 — 1 — 1 — 1 — 1 1 1 1 — r — 1 — 1 — 1 — r — 1 — 1 — 1 — r -

48 88 128 

l.ili,! .1, .11 .I..I .r.r. i l . . . I . I. 
1—1 1 1 — I — 1 — 1 — 1 — 1 — 1 — 1 — 1 — r - i — r — i — f — 1 — i — 1 — j — 1 — 1 — 1 — 1 — 1 — 1 — 1 — r — 1 — 1 -

166 288 248 286 

F i l e >E3747 
Bpk Ob 9999 

1 8888-

J6-8116-888 ,NJ DEP HflNCO #1 Scan 1758 
48.24 min. 

42 71 

gjjllt .ll. . j ,iJ 
126 169 283 218 249 293 

i.Jiy.1.,11" . I . . I i i . . . .1., 1 , 1. 
1 1 1 1 1 > i i' 1 1 i 1 1 1 » 1 1 1 r 1 1 1 1 1 1 1 1 1 1 1 1 i 1 1 1 i 1 1 1 1 1 1 i i i 1 i 1 ' 1 

48 88 126 166 288 248 236 

Sanple f i l e ? : >B3747 SosctruM # •• 

N0 data base e n t r i e s were r e t r i e v e d 

1750 



F i 1 e >B3?4; 
Bpk fib 134* 

10880; 

0-

»4 

.!, 

5 7 
1 
j c 

. Jil, Ji 

.16-0116-883 NJ HEP HfiNCCi *1 icar, 1771 
SOB 4 0.67 min. 

1 
f 

99 u s 1 4 1 1 8 o 1 9 ? 211 239 265 

F i 1 e >B3?4; 
Bpk fib 134* 

10880; 

0- | i r1. f i I i i i t i \ i i i i i t t j i t < i i > < ( < i > i i < i { < < < \ • < < \ • • i i 

10 88 129 168 208 248 288 
F i l e >BIGDI 
Bpk Rb 999* 

18000-

8-

J 
I 

.1, 

Oct,* 

.. Jl 

; f o s 

7 

, .h 

ane Scan 12848 
0.88 min. 

1 

qr, . 141 238 281 
1 y=* 113 16.9. 197 225 

{ -—" S / S 

F i l e >BIGDI 
Bpk Rb 999* 

18000-

8- y v I 1 r " i i | I i i | i i i [ — i — r — i — | — i — i — i — | ' • < [ < ' • f • ' ' j T r T | . . . | . . . | 

t0 88 120 168 288 248 288 
F i l e > BIGDI 
Bpk ftb 999 f 

18888-

0-
i 

3 
> 

J, 

Pen,! 

!i 

L a t r 
- i ' 

. .,Jl 

I ac c 

'1 

1, 

nfcane Scan 12543 
8.88 min. 

Q7 141 .211 239 
^ ( 113 ^ 169 19? • 267 

F i l e > BIGDI 
Bpk ftb 999 f 

18888-

0-
i 
^ 1 , , 1 1 j 1 1 1 

10 88 128 166 ' 288 248 288 

F i l e >BIGDI 
Bpk fib 999' 

18800-

8-

B 

J, il , .1 

acor 

'1 

1, 

itane Scan 12862 
8.86 min . 

o7 . „ 141 211 239 
1 1 3 y 169 197 

F i l e >BIGDI 
Bpk fib 999' 

18800-

8-H n - r r n 1 | 
46 88 

n*"t f " f i 1 "|""l i ' ' l ' " ' t i " l'"'l | I f i f 1 i 1 | l 1 i j 1 i l | i i i i i i i i 

128 ' 168 268 246 288 

^ f \ <:> o r-

1. Octacosane 394 C28H58 
2. P e n t a t r i a contane 492 C35H72-
3 . Hexa t r iacon t ane 506 C36H74 
4 Eicosane, 7 h e x y 1 ~ 366 C26H54 
5 D o c o san e > 7 -he x y 1 394 C28H58 

Sawple. f i l e : >B3747 Spec t r i m t-: 1771 
Sear ̂ch speed •• 1 T i 11 i n q o p t i o n •• N No. of i o n ranges « searched 45 

Prob. CAS * CON 1 t ROOT K DK f i •LG TILT 7. CON C .J- R_IV 

1 . 89 630 024 12843 "BIGDB 120 24 1 0 93 5 66 74 
2 . 89 630 079 12543 "BIGDB 121 30 i 0 82 5 66 74 
3 . 89 630 068 12862 "BIGDB i i O 43 1 0 90 5 66 67 
4 . 88 55333998 12501 • "BIGDB 112 33 2 0 89 4 65 50 
5 . 88 55373869 12515 "BIGDB 112 4 0 O 

i . . . 0 86 4 65 50 



F i l e >S3?47 
Bpk flb 292C 

2906©-

6-

> .16-81 lt.--88S 1 4q 

J ? 69 184 

HJ HEP NfiHC0*1. Scar, i?93 
SUB 41.12 mi'n . 

16? 197 282 387 
/ / / , / t ' 

F i l e >S3?47 
Bpk flb 292C 

2906©-

6- — r i j — r T P | i r i1 | •|»7|";"j"'f|v'V'|' 7" 

88 120 166 200 248 288 328 

F i l e >BIGDI 
Bpk fib 999": 

18866-

0-

3 1 ,2~Benzenedicarboxyl^c 
' ' ' -

J J ) ? 184 
. i f .j .:1 f 

a c i d , b i s ( 1 - m e t h y l h e p t y l } es . Scan 36392. 
8.88 min. 

289 o<&7 

16? -7-
X 1 

F i l e >BIGDI 
Bpk fib 999": 

18866-

0- ^ — I — | " T " | — 1 — 1 — I — | — I — 1 1 — j r — I — I — [ — I — I — I | I i I r ~ i r — i j • r T J I I i — i i i j » i « j i > i ( » > • j » » • j 

J8 88 128 168 288 248 288 328 

F i l e >BIGDI 
Bpk fib ?99 c 

18888-
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ac i d , b i s 1.2-me thoxye thy 11 es Sc an 36478 
8.88 min. 
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F i l e >BIGDI 
Bpk fib ?99 c 

18888-

8-
i +8 88 128 168 288 248 288 328 

F i l e >BIGDI 
Bpk fib 999' 

1 8880-

0-

1 ,2-Benzenedicarboxu^c 

41 ?6 184 
t . . . . . . . . . ... . . . j i t . . — . . . . 

a c i d , bis(2-methoxyethy 1) es Scan 36478 
8.80 min. 

168 223 278 J2d 

i L • L • 

F i l e >BIGDI 
Bpk fib 999' 

1 8880-

0- )"V"ITT ) 1 1 | 1 1 1 ) > 1 1 ) 1 1 1 1 1' 1 1 | 1 1 1 | 1 I I 1 I I I I i i i | 1 1 1 1 1 1 1 1 1 1 1 ! 1 1 ' 1 

48 ' 88 128 168 288 248 288 328 

1 . 1 > 2-Ben2enedicarb0xv1ic a c i d , b i s ( i - M e t h y l h e p t y I > e s 39 0 C24H3804 

2 . 1 > 
t c 

r 
2 •••• B e n zene d i c a r b 0 x y 11 c a c i d , b i s (2 
r 

•- M e t h 0 x y e t h y 1 ) e s 282 C14H1806 

Sample f i 1 e : >B3747 SoectrUM #: 1793 
ear ch speed : 1 T i 11 i n g 0 p t i 0 n : N No . o f i o n r anqes < searched : 43 

- Prob . CAS # COM # ROOT K DK #FLG T I LT % COM C_„I & IV 

1 . 60 13115 7 36392 "BIGDB 65 59 2 0 97 i 1 30 14 
2T. 52* 11782 8 36478 "BIGDB 27 75 2 0 94 17 2 0 14 



F i l e >33747 
Bpk ftb 713. 
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' 7 S U B 4 1.79 min . 
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File > BIGDB Hex^ecane , 2 ,6 ,1 8 ,1 4 - re t rame thy 1 -
Bpk flb 9999 '7 7 1 

18888-1 f l 

8-^ Jt—r-

48 

99 113 141 133 
19T 

scan rsBa 
8.88 min. 
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Scan 12837 
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F i l e > BIGDB Do t 0 aeon tane 
Bpk flb 9999 

Scan 12534 
8-88 roin. 
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5. 

Hexadecane , 2,6,10,14•••• t e t r a M e t h y 1 -
Docosane, 9-buty'l-
D o t r 1 a c o n t a n e 
Hexadecane, 5 - b u t y l -
P e n t a t r i a c o n t a n e 

282 C20H42 
366 C26H54 
45 0 C32H66 
292 C20H42 
492 C3SH72 

Sapiple f i l e - >B3747 Spectrum *: 1826 
43 e a r c h speed ; 1 T i 111 n q op t ! OI'l : N No . of i O IT r a IT q e s s B arch e d 43 

Prob . CAS * CON 4 1= ROOT • K DK * -LG TILT 'X, CON C ...J 

1 . 83* 638368 7583 "BIGDB 100 35 o t ~ 0 72 13 51 / i 

2 . 79 55282149 12837 "BIGDB 103 48 2 0 84 10 43 37 
3 . 74 544854 12534 "BIGDB 107 50 o 

L.. 

0 74 15 39 44 
4 . 74* 6912078 12425 1 "BIGDB 75 68 3 0 73 13 39 4 0 
5 . 71 630 079 12543 "BIGDB 102 49 o 0 71 15 38 36 

f 
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CHART SPEED 
ATTEN: 4 

0.6 CM/MIN 
ZERO: 5% 1 M I t-i /TICK 

14.107 

^ 15.98S 
1 6.682 

1 8.045 

} 19.457 

1 .254 

24.048 

24.550 

K / 28.594 

29.993 

DI BUT CL 

37.168 



) 2— MS/7%) 

TITLE: : PESTICIDE L PCB ANAL Y S I S 

CHANNEL NO: 2 SAMPLE: J6 -0116-0 

PEAK PEAK RESULT T I ME 
NO NAME % C M I N :> 

1 0.628 2 0 . 823 
1 . 4955 0 . 920 

3 0.1460 1.16 1 
4 1 . 2631 1 . 254 
5 0.0741 1 . 396 
6 0 . 1 028 1 . 737 
7 0.0938 2 . 1 56 
8 0.2227 2. 278 
9 0.104 1 2 . 498 

1 0 0.5344 3 . 632 
1 1 0.2069 3.996 
1 2 0.1057 4. 285 
1 3 0.. 9073 4 . 807 
1 4 0.4035 5.513 
1 5 0.0793 5 . 722 
1 6 0.0989 •6. 531 
1 7 0.737 1 6 . 98 1 
1 S 3.8903 8 . 387 
1 9 0.5221 1 0.200 
20 0.9560 1 1 . 126 
2 1 1.5442 12.395 
22 3 . 74 1 7 14.107 

jg) 23 1.8223 1 5.988 
< 24 3.8661 18.045 
2. 25 2.8863 19.457 
t i 

26 0.7835 24.04S 
\ 27 0.18 18 24 .550 
C 
3 28 1 .0733 28.594 

29 2.0538 29.993 
< 30 DI BUT CL 68.0140 33.241 
p 
n u 

3 1 1.4610 37.168 

f
i
f
.
p
,
 

TOTALS: 99.9998 

0: 

T I ME 
OFFSET 

0.181 

0.181 

2 0 C IT 86 , . 

•. • • > . 
•i 
. JL 

PEST4Q 

iRE A RRT SEP W 1 /2 
:OUNTS CODE CSEC ') 

1 949 0.03 BB 1 . 45 
4 6 40 0.03 BB 1 . 95 
4 53 0 . ©3 BB 2 . 35 

39 1 9 0 . 04 BB 2 . 50 
230 0 . 04 T 2 . 95 
319 0 . 05 BB 4 . 20 
29 1 0 . 06 BB 4 . 65 
6 9 1 0 . 07 BB 8 . 90 
323 0.08 BB 5 . 80 

1 658 0.11 BB ? 7 . 45 
642 0.12 BB 9 . 20 
328 0 . 1 3 BB S . 20 

o a 1 c 0. 14 BB 1 1 . 60 
1 252 0.1? BB 

•> 
13.50 

246 0.17 BB •> 33.10 
307 0 . 20 BB 14.10 

228? 0.21 BB 24 . 80 
12070 0 . 25 BB 1 9 . 80 
1 620 0.31 BB 27. 25 
2966 0 . 33 BB 24 . 00 
479 1 © . 3? BB 33. 05 

1 1 609 0.42 BB 34 . 65 
5654 0 . 48 BB 40 . 60 

1 1 995 0 . 54 BB ? 52. 15 
8955 0 . 58 BB '? 77 . 45 
243 1 0 . 72 BB -> 72 . 70 
564 0 . 74 BB ? 140.30 

3330 0.86 BB ? 67 . 40 
6372 0 . 90 BB '? 1 1 3 . 35 

211021 1 . 00 VV 78 . 05 
4533 1.12 T ? 93 . 90 

3 1 0261 

DETECTED PKS: 37 

MULTIPLIER: 1.00000 

NOISE: 18.2 OFFSET: 

RACK: 8 VIAL: 1 

SAVED FILE: PEST4Q012 

REJECTED PKS: 

-46 

INJ: 1 

NOTES: 
***** NANCO LABS, INC ***** 
1.95%SP2401+1.5%SP2250 ON 100/120 SUPEL, 
LENGTH:2.0M! 0D:l/4"; ID:2MM! GLASS 
I N J e 200°C;DET e 25© 0c; ECD RANGE: 10 
OVEN: 192°C ISOTHERMAL; UL INJECTED:3,O 
GC: VARI AN 3700 tt2 ! MODEL #371116-00 
CARRIER GAS: 95%AR + 5?6ME @ 22ML/MIN 
ANALYST: S. EASTER 

f 



,. x . • i \ - ' j i . * '.' ? 

CHART SPEED 
A T T E N : 4 
— ~~Z_ 

0 . 7 CM/MIM 
ZERO! 5% 1 M I N / T I C K 

1 . C04 
1 . 405 

49 ' 

O 
cn 
U) 

ro 
o 

5 " 4 . 2 3 2 
4 . 8 2 9 . 409 

6 . 1 38 

^ 6 . 9 2 4 

9 . 5 1 1 

> 1 0 . 8 4 3 

1 2 . 7 1 3 

1 3 . 7 9 1 

1 4 . 9 2 9 

1 7 . 1 5 9 

1 9 . 6 9 5 

~> 2 3 . 8 6 1 

DI BU" CL 
2 9 . 3 4 7 



TITLE: PESTICIDE & PCB ANAL YS I S 

CHANNEL NO: 1 SAMPLE: J 6-01 1 6 - C 

PEAK PEAK RE SULT T I ME 
NO NAME % ( M I N ) 

1 0 . 7 1 65 1 . 0 0 4 
0 . S267 1 . 4 05 

3 0 . 4230 350 
4 0 . 1 693 > 497 
5 0 . 3002 4 . 829 
6 1 8 . 6 463 cr 409 

0 . 4552 (D • 1 38 
S 0 . 8 1 75 6 . 924 
9 0 . 1 806 9 5 1 1 

1 0 0 . 9697 1 0 . S43 
\ 11 45 15 1' 2 . 7 1 3 

1 2 0 . 1 509 1 3 . 7 9 1 
* 1 3 1 . 1 393 1 4 . 9 29 

1 4 1 . 4490 1 7 . 1 59 
• 15 0 . 7688 1 9 . 69 5 

1 6 3 6859 86 1 
17 DI BUT CL 66 . 84 97 29 . 347 

TOTALS : 1 00 . 0 0 0 0 

!5:5 0 1 0 C T 86 

METHOD : PEST4C (J j . ̂  . ( ;-] 

TIME 
OFFSET 

0 . 327 

0.327 597926 

AREA RRT SEP W 1 / 2 
COUNTS CODE CSEC ) 

4284- 0 . 03 BB 1 . 75 
4 943 0 . ©5 BB 2.75 
2529 0 . 08 BB 3 . 5© 
10 12 0 . 1 2 BB 4 . 70 
1 795 0 . 1 6 BB ?- .8.3© 

111491 0 . 1 8 BB 11.90 
2722 0 . 2 1 BB 11.6© 
4 888 0 . 24 BB ? 16.30 
1 080 0 . BB 1 5 . 50 
5798 0 . BB ? 26.00 

1 4 658 0 , , 43 BB '? 27 . 9 5 
902 0 . , 47 BB ? 30.40 

68 1 2 0. , 5 1 BB 36 . 75 
8 6 6 4 0 , . 58 BB 42 . 65 
4597 © . 67 BB 42 . 65 

2 2 0 3 9 0 . 8 1 BB 57 . ©5 
399712 1 . 00 BB 7 1 . 25 

DETECTED PKS: 18 REJECTED' PKS: 1 

D MULTIPLIER: 1.00000 

I NOISE: 24.3 OFFSET: -19 
a 

- RACK: 2 VIAL: 3 INJ: 1 

1 SAVED FILE: PEST4C01 1 
w\ 
£ NOTES: 
k ***** NANCO LABS. INC ***** 
^ Z% SP2 100 ON 10©/12© SUPELCOPORT 
= LENGTH:2.©M; CD: 1/4"; ID:2MM; GLASS 
o INJ (? 200'C;DET e 250°C; ECD RANGE: 10 
£ OVEN: 192'5C ISOTHERMAL; UL INJECTED: 3.0 
% GC: VARIAN 3700 #2; MODEL #37 1116-00 
% CARRIER GAS: 95%AR+5%ME @ 30ML/MIN 
V ANALYST: S. EASTER 
o 
o 


